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FAILURES

The PDB diagnostic was run on 227,135 PDB files. 213,446 files passed the
test and 13,689 failed!

## PURPOSE OF THE TEST

This test tries to load every PDB file in the PDB database and classifies the
failures that occur. The command line below shows what was done; broadly
all versions of this test examine load-time problems and more expensive
versions (-PDB_diagnostic::skip_pack_and_min false) also check for errors during
scoring, packing, and minimization.

"Hunting down these bugs is the most fun thing you can do on a Thursday
morning" - Andy Watkins, probably.

An individual PDB passes or fails this test based on whether it errors out or
completes the diagnostic. The test as a whole passes or fails based on a
"reference results" system, like an expected result in a unit test. About 700
PDBs and 1200 CIFs fail at the time of this writing; the purpose of the test is
to document the failures and watch for new ones, so PDBs failing in an
expected manner does not constitute an overall test failure. The test will fail
if PDBs pass or fail UNEXPECTEDLY, where the expectation is defined by the
reference results (see below).

If you find that this page is telling you the test failed because there are
FEWER errors: GREAT! You fixed some bugs! You can update the reference
results following the instructions at the bottom of the page.

If you find that there are MORE failures than expected, especially non-
timeout failures, consider it a warning that recent code changes may have
introduced bugs into the PDB reading machinery. If you don't know what's
going on: post to Slack or devel. DO NOT just update the reference results in
this case.

If you want to know more about what this test does - pester Steven Lewis to
write proper documentation.

Command line used: /home/benchmark/w/rosetta-2.hpc-b/rosetta/commits/rosetta/source/test/
timelimit.py 32 /home/benchmark/w/rosetta-2.hpc-b/rosetta/commits/rosetta/source/bin/



PDB_diagnostic.default.linuxclangrelease -no_color -out:file:score_only /dev/null -jd2::delete_old_poses
true -ignore_unrecognized_res false -load_PDB_components true -packing::pack_missing_sidechains
false -packing::repack_only true -s {input_file} -ignore_zero_occupancy false -in:file:obey ENDMDL true
-PDB_diagnostic::skip_pack and_min false -PDB_diagnostic::reading_only false

13,689 total PDBs failed with the following error codes:

10,724 Bunrecognized_residuefl
718 Bafill missing atomszy
498 g¥zero_length_xyzVectorij
249 Bdmissing_disulfide_partnerf
241 Brotlib filekd
208 gbad_patchil
168 f3duplicate_atom_nameiy
144 g¥pseudobond connection changefd
130 Bgunknownig
108 E2no_orient_atomsEy
107 B@missing_bondgg
100 ggaa_differencefy
72 §prepro_cyclic_pepkq
66 Bgunknown_atom_namef§
33 §¥zero_atom_restypei
30 Bdreroot_disconnectedid
21 Beexceed_timeoutiy
18 B3nu_conformersy
17 B¥alias_missing_atom@y
11 Bno_usable_coordsBg
10 B3unknown_hbond_acceptorfg
5 §¥base of chikg
5 fdmerge_with_nextid
4 Blinsufficient mainchainkl
1 82no_hbond deriviy
1 @partly_recognizedil

Test marked as FAILED due to following errors:

PDB 114D was passing test before but now failed with f€unrecognized_residuef error! Its run-log could
be found in §¥114DE]

PDB 159D was passing test before but now failed with f€unrecognized_residueBf error! Its run-log could
be found in EZ159DE3

PDB 199D was passing test before but now failed with f€unrecognized_residueif error! Its run-log could
be found in §#199DEY

PDB 1A1lV was passing test before but now failed with qunrecognized_residueg error! Its run-log could
be found in F31A1VEY

PDB 1A8R was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ21A8RE]

PDB 1A9C was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ1A9CEY

PDB 1All was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in §J1AIIE8

PDB 1AQ2 was passing test before but now failed with B2fill_missing_atomsBd error! Its run-log could be
found in E81AQ238

PDB 1AW8 was passing test before but now failed with Béfill_missing_atomsEg error! Its run-log could be
found in BZ1AWS83Y

PDB 1B9U was passing test before but now failed with §Zaa_differencelf error! Its run-log could be
found in §41B9UER

PDB 1BPY was passing test before but now failed with g8unrecognized_residuefl error! Its run-log could
be found in §31BPYEY

PDB 1BSU was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in E1BSUES

PDB 1BUA was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §31BUAZH

PDB 1COK was passing test before but now failed with B8unknown@g error! Its run-log could be found in



file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.zero_length_xyzVector.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.missing_disulfide_partner.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.rotlib_file.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.pseudobond_connection_change.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.no_orient_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.missing_bond.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.aa_difference.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.prepro_cyclic_pep.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.zero_atom_restype.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.reroot_disconnected.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.exceed_timeout.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.nu_conformer.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.alias_missing_atom.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.no_usable_coords.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown_hbond_acceptor.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.base_of_chi.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.merge_with_next.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.insufficient_mainchain.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.no_hbond_deriv.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.partly_recognized.html
https://www.rcsb.org/structure/114D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0000/error-logs/114d.log
https://www.rcsb.org/structure/159D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0000/error-logs/159d.log
https://www.rcsb.org/structure/199D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0000/error-logs/199d.log
https://www.rcsb.org/structure/1A1V
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0001/error-logs/1a1v.log
https://www.rcsb.org/structure/1A8R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0002/error-logs/1a8r.log
https://www.rcsb.org/structure/1A9C
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0002/error-logs/1a9c.log
https://www.rcsb.org/structure/1AII
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0003/error-logs/1aii.log
https://www.rcsb.org/structure/1AQ2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0004/error-logs/1aq2.log
https://www.rcsb.org/structure/1AW8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0005/error-logs/1aw8.log
https://www.rcsb.org/structure/1B9U
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.aa_difference.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0007/error-logs/1b9u.log
https://www.rcsb.org/structure/1BPY
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0009/error-logs/1bpy.log
https://www.rcsb.org/structure/1BSU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0010/error-logs/1bsu.log
https://www.rcsb.org/structure/1BUA
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0010/error-logs/1bua.log
https://www.rcsb.org/structure/1C0K
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0011/1c0k.log

PDB 1C0Q was passing test before but now failed with Eunknownid error! Its run-log could be found in
E¥1C0

PDB 1COR was passing test before but now failed with 8unknowngd error! Its run-log could be found in
G491 CORZE

PDB 1C1Y was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in BZ1C1YEA

PDB 1C4K was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in §31C4KZ

PDB 1C80 was passing test before but now failed with gunrecognized_residue8 error! Its run-log could
be found in §31C8038

PDB 1CKM was passing test before but now failed with fqunrecognized residuef error! Its run-log could
be found in (Z1CKMEY

PDB 1CKN was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in B1CKNZ

PDB 1COZ was passing test before but now failed with §8unrecognized_residueig error! Its run-log could
be found in §31COZ3g

PDB 1D41 was passing test before but now failed with B€unrecognized_residuefg error! Its run-log could
be found in §#1D4 1R

PDB 1D60 was passing test before but now failed with f€unrecognized_residueBf error! Its run-log could
be found in 1D60E8

PDB 1D61 was passing test before but now failed with f€unrecognized_residueif error! Its run-log could
be found in §31D61R

PDB 1D62 was passing test before but now failed with f€unrecognized_residuefd error! Its run-log could
be found in §#1D62G

PDB 1D76 was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in B21D76E3

PDB 1D77 was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §31D77¢

PDB 1D81 was passing test before but now failed with E€unrecognized_residuefd error! Its run-log could
be found in §71D81(

PDB 1D90 was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in E21D90E]

PDB 1DEK was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in (31 DEKEY

PDB 1DEL was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §31DELE]

PDB 1DGO was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in Z1DGOEY

PDB 1DVL was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in 1DVLE

PDB 1DXF was passing test before but now failed with E2fill_missing_atomsEg error! Its run-log could be
found in §41DXFEY

PDB 1E96 was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
be found in EZ1E96E]

PDB 1EG6 was passing test before but now failed with f€unrecognized_residueBg error! Its run-log could
be found in BZLEG6E]

PDB 1EL2 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §31EL2EY

PDB 1ELN was passing test before but now failed with Bgunrecognized_residuef error! Its run-log could
be found in §31ELNE]

PDB 1ETL was passing test before but now failed with Bgunknown@g error! Its run-log could be found in
PDB 1ETM was passing test before but now failed with §8unknown@g error! Its run-log could be found in
EY1ETMER

PDB 1ETN was passing test before but now failed with B8unknown@g error! Its run-log could be found in
BZ1ETNEY

PDB 1EUA was passing test before but now failed with Bfill_missing_atomsg error! Its run-log could be
found in §J1EUAZR

PDB 1F3W was passing test before but now failed with B2fill_missing_atomskg error! Its run-log could be
found in BI1F3WEE

PDB 1F3X was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in §¥1F3XEY

PDB 1F8M was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in §41F8ME]

PDB 1FCB was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in B21FCBRY

PDB 1FDZ was passing test before but now failed with E2fill_missing_atomsEg error! Its run-log could be
found in §¥1FDZEY

PDB 1FFX was passing test before but now failed with f8unrecognized_residuef error! Its run-log could



https://www.rcsb.org/structure/1C0Q
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0011/1c0q.log
https://www.rcsb.org/structure/1C0R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0011/1c0r.log
https://www.rcsb.org/structure/1C1Y
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0011/error-logs/1c1y.log
https://www.rcsb.org/structure/1C4K
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0012/error-logs/1c4k.log
https://www.rcsb.org/structure/1C80
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0012/error-logs/1c80.log
https://www.rcsb.org/structure/1CKM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0014/error-logs/1ckm.log
https://www.rcsb.org/structure/1CKN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0014/error-logs/1ckn.log
https://www.rcsb.org/structure/1COZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0015/error-logs/1coz.log
https://www.rcsb.org/structure/1D41
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0017/error-logs/1d41.log
https://www.rcsb.org/structure/1D60
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0017/error-logs/1d60.log
https://www.rcsb.org/structure/1D61
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0017/error-logs/1d61.log
https://www.rcsb.org/structure/1D62
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0017/error-logs/1d62.log
https://www.rcsb.org/structure/1D76
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0017/error-logs/1d76.log
https://www.rcsb.org/structure/1D77
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0017/error-logs/1d77.log
https://www.rcsb.org/structure/1D81
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0017/error-logs/1d81.log
https://www.rcsb.org/structure/1D90
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0017/error-logs/1d90.log
https://www.rcsb.org/structure/1DEK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0018/error-logs/1dek.log
https://www.rcsb.org/structure/1DEL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0018/error-logs/1del.log
https://www.rcsb.org/structure/1DGO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0018/error-logs/1dgo.log
https://www.rcsb.org/structure/1DVL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0021/error-logs/1dvl.log
https://www.rcsb.org/structure/1DXF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0021/error-logs/1dxf.log
https://www.rcsb.org/structure/1E96
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0023/error-logs/1e96.log
https://www.rcsb.org/structure/1EG6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0024/error-logs/1eg6.log
https://www.rcsb.org/structure/1EL2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0024/error-logs/1el2.log
https://www.rcsb.org/structure/1ELN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0025/error-logs/1eln.log
https://www.rcsb.org/structure/1ETL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0026/1etl.log
https://www.rcsb.org/structure/1ETM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0026/1etm.log
https://www.rcsb.org/structure/1ETN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0026/1etn.log
https://www.rcsb.org/structure/1EUA
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0026/error-logs/1eua.log
https://www.rcsb.org/structure/1F3W
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0027/error-logs/1f3w.log
https://www.rcsb.org/structure/1F3X
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0027/error-logs/1f3x.log
https://www.rcsb.org/structure/1F8M
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0028/error-logs/1f8m.log
https://www.rcsb.org/structure/1FCB
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0028/error-logs/1fcb.log
https://www.rcsb.org/structure/1FDZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0029/error-logs/1fdz.log
https://www.rcsb.org/structure/1FFX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html

be found in §J1FFXE]

PDB 1FRW was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ1FRWEY

PDB 1FVG was passing test before but now failed with B2bad_patch@g error! Its run-log could be found in
EY1FVGEY

PDB 1GKM was passing test before but now failed with f8unrecognized_residuefg error! Its run-log could
be found in §31GKMEg

PDB 1GQ9 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in EZ21GQ9EY

PDB 1GWN was passing test before but now failed with unrecognized_residuefl error! Its run-log
could be found in B41GWNEZ3

PDB 1GX5 was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in F31GX583

PDB 1GX6 was passing test before but now failed with funrecognized_residuef error! Its run-log could
be found in F31GX68Y

PDB 1H16 was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in B41H1688

PDB 1H18 was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in §41H18E8

PDB 1H7G was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §¥1H7GEY

PDB 1HCS8 was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in BZ1HCS8EY

PDB 1HIO was passing test before but now failed with gunrecognized_residuefg error! Its run-log could
be found in §21HI0E]

PDB 1HQ6 was passing test before but now failed with g2fill_missing_atomsB8 error! Its run-log could be
found in §31HQ6ES

PDB 1HQJ] was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ1HQ

PDB 1152 was passing test before but now failed with §3unrecognized_residueig error! Its run-log could
be found in 21152F3

PDB 1172 was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in §31172¢8

PDB 1179 was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in §4117938

PDB 117B was passing test before but now failed with Bifill_missing_atomsgg error! Its run-log could be
found in §2117BRY

PDB 117C was passing test before but now failed with Bfill_missing_atomsgd error! Its run-log could be
found in §4117CE8

PDB 117M was passing test before but now failed with B2fill_missing_atomsgg error! Its run-log could be
found in §4117 ME3

PDB 117Q was passing test before but now failed with B2fill_missing_atomsig error! Its run-log could be
found in

PDB 1lAQ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §31IAQE]

PDB 1IBT was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in §41I1BTEY

PDB 1IBU was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in g41IBUZS

PDB 1IBV was passing test before but now failed with g&fill_missing_atomsBd error! Its run-log could be
found in §31IBVEY

PDB 1IBW was passing test before but now failed with Bfill_missing_atomskd error! Its run-log could be
found in §411BWES

PDB 1IDX was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in EZ1IDXE]

PDB 1lE3 was passing test before but now failed with g&fill_missing_atomsgd error! Its run-log could be
found in B¥1IE3R

PDB 11G9 was passing test before but now failed with f8unrecognized_residuegl error! Its run-log could
be found in §¥1IG9E]

PDB 1IGW was passing test before but now failed with g&fill_ missing_atomsgj error! Its run-log could be
found in §¥1IGWEY

PDB 1ll11 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §¥111138

PDB 11ZC was passing test before but now failed with g3fill_missing_atomskg error! Its run-log could be
found in §411ZCE3

PDB 1]J2] was passing test before but now failed with f8unrecognized_residuegd error! Its run-log could
be found in §21)2)38

PDB 1)8Z was passing test before but now failed with fgbad_patchg8 error! Its run-log could be found in
321]8Z8Y



file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0029/error-logs/1ffx.log
https://www.rcsb.org/structure/1FRW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0031/error-logs/1frw.log
https://www.rcsb.org/structure/1FVG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0031/error-logs/1fvg.log
https://www.rcsb.org/structure/1GKM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0035/error-logs/1gkm.log
https://www.rcsb.org/structure/1GQ9
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0036/error-logs/1gq9.log
https://www.rcsb.org/structure/1GWN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0037/error-logs/1gwn.log
https://www.rcsb.org/structure/1GX5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0037/error-logs/1gx5.log
https://www.rcsb.org/structure/1GX6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0037/error-logs/1gx6.log
https://www.rcsb.org/structure/1H16
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0038/error-logs/1h16.log
https://www.rcsb.org/structure/1H18
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0038/error-logs/1h18.log
https://www.rcsb.org/structure/1H7G
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0039/error-logs/1h7g.log
https://www.rcsb.org/structure/1HC8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0039/error-logs/1hc8.log
https://www.rcsb.org/structure/1HI0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0040/error-logs/1hi0.log
https://www.rcsb.org/structure/1HQ6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0041/error-logs/1hq6.log
https://www.rcsb.org/structure/1HQJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0041/error-logs/1hqj.log
https://www.rcsb.org/structure/1I52
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0043/error-logs/1i52.log
https://www.rcsb.org/structure/1I72
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0044/error-logs/1i72.log
https://www.rcsb.org/structure/1I79
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0044/error-logs/1i79.log
https://www.rcsb.org/structure/1I7B
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0044/error-logs/1i7b.log
https://www.rcsb.org/structure/1I7C
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0044/error-logs/1i7c.log
https://www.rcsb.org/structure/1I7M
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0044/error-logs/1i7m.log
https://www.rcsb.org/structure/1I7Q
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0044/error-logs/1i7q.log
https://www.rcsb.org/structure/1IA0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0044/error-logs/1ia0.log
https://www.rcsb.org/structure/1IBT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0044/error-logs/1ibt.log
https://www.rcsb.org/structure/1IBU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0044/error-logs/1ibu.log
https://www.rcsb.org/structure/1IBV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0044/error-logs/1ibv.log
https://www.rcsb.org/structure/1IBW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0044/error-logs/1ibw.log
https://www.rcsb.org/structure/1IDX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0045/error-logs/1idx.log
https://www.rcsb.org/structure/1IE3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0045/error-logs/1ie3.log
https://www.rcsb.org/structure/1IG9
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0045/error-logs/1ig9.log
https://www.rcsb.org/structure/1IGW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0045/error-logs/1igw.log
https://www.rcsb.org/structure/1II1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0045/error-logs/1ii1.log
https://www.rcsb.org/structure/1IZC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0048/error-logs/1izc.log
https://www.rcsb.org/structure/1J2J
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0048/error-logs/1j2j.log
https://www.rcsb.org/structure/1J8Z
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0049/error-logs/1j8z.log

PDB 1JEN was passing test before but now failed with g3fill_missing_atomsg8 error! Its run-log could be
found in §41JENZ8

PDB 1JFF was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in

PDB 1]JLR was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in B21)LREE

PDB 1)S5 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in (21)S5EY

PDB 1)S7 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in (21]S753

PDB 1JUX was passing test before but now failed with fdunrecognized residuefd error! Its run-log could
be found in EZ1JUXEY

PDB 1K1R was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §¥1K1RE3

PDB 1K3C was passing test before but now failed with §2fill_missing_atomskg error! Its run-log could be
found in §31K3CE3

PDB 1KBI was passing test before but now failed with g&fill_missing_atomsgd error! Its run-log could be
found in E31KBIES

PDB 1KDT was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in g1KDTES

PDB 1KFD was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in §31KFDZ}

PDB 1KQE was passing test before but now failed with gfunrecognized_residued error! Its run-log could
be found in §31KQE?8

PDB 1KSG was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in BZLKSGEY

PDB 1KS] was passing test before but now failed with §unrecognized_residueff error! Its run-log could
be found in §¥1KSJ&

PDB 1L2X was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in F31L2XEY

PDB 1L3D was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in (Z1L3DEY

PDB 1L4X was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in §¥1L4XEY

PDB 1LDC was passing test before but now failed with B2fill_missing_atomsgd error! Its run-log could be
found in §41LDCE8

PDB 1LOO was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in FZ1LOORY

PDB 1M5K was passing test before but now failed with B8unrecognized_residuelg error! Its run-log could
be found in 1 M5KE3Y

PDB 1M7B was passing test before but now failed with §3unrecognized_residuefg error! Its run-log could
be found in §31M7B38

PDB 1MHM was passing test before but now failed with §&fill_missing_atomsg8 error! Its run-log could be
found in 81 MHMES

PDB 1MIY was passing test before but now failed with §funrecognized_residuefd error! Its run-log could
be found in BZ1MIYEY

PDB 1MQ2 was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §31MQ238

PDB 1MQ3 was passing test before but now failed with funrecognized_residuefi8 error! Its run-log could
be found in §31MQ338

PDB 1MRF was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E21MRFE]

PDB 1MT1 was passing test before but now failed with B2fill_missing_atomsRg error! Its run-log could be
found in §41MT15Y

PDB 1MW] was passing test before but now failed with E8unrecognized_residuef error! Its run-log could
be found in F1MWI|E]

PDB 1MZO was passing test before but now failed with B2fill_missing_atomsgg error! Its run-log could be
found in EZ1MZORY

PDB 1N13 was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in BZ1N13¢8

PDB 1N3R was passing test before but now failed with f8unrecognized_residue8 error! Its run-log could
be found in §31N3RE8

PDB 1N3S was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in EZ1N3SE]

PDB 1N3T was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in BI1N3T}33

PDB 1N5Y was passing test before but now failed with §28duplicate_atom_nameg error! Its run-log could
be found in 31N5YZH

PDB 1N6L was passing test before but now failed with fEunrecognized_residuefd error! Its run-log could



https://www.rcsb.org/structure/1JEN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0050/error-logs/1jen.log
https://www.rcsb.org/structure/1JFF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0050/error-logs/1jff.log
https://www.rcsb.org/structure/1JLR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0051/error-logs/1jlr.log
https://www.rcsb.org/structure/1JS5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0052/error-logs/1js5.log
https://www.rcsb.org/structure/1JS7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0052/error-logs/1js7.log
https://www.rcsb.org/structure/1JUX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/1K1R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0053/error-logs/1k1r.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0053/error-logs/1k3c.log
https://www.rcsb.org/structure/1KBI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0055/error-logs/1kbi.log
https://www.rcsb.org/structure/1KDT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0055/error-logs/1kdt.log
https://www.rcsb.org/structure/1KFD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0055/error-logs/1kfd.log
https://www.rcsb.org/structure/1KQE
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be found in §Z1N6LE]

PDB 1N6Q was passing test before but now failed with §8duplicate_atom_namegj error! Its run-log could
be found in BZ1N6QE

PDB 1NB6 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in §31NB638

PDB 1NH3 was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in EZ1NH3E]

PDB 1NNO was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ1NNOEY

PDB 1NN1 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ1NN1E

PDB 1NN3 was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in EZ1NN3E]

PDB 1NN5 was passing test before but now failed with Bdunrecognized residuef error! Its run-log could
be found in EZ1NN5E]

PDB 1NR] was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in EZ1LNRJE

PDB 1NTQ was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §Z1NTQE

PDB 1NVU was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §¥1NVUE]

PDB 1NVX was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ1NVXE3

PDB 103Y was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in §2103YEY

PDB 105Q was passing test before but now failed with Bfill_missing_atomsEg error! Its run-log could be
found in §3105QF8

PDB 10S1 was passing test before but now failed with B&fill_missing_atomsR3 error! Its run-log could be
found in EZ10S1#3

PDB 1P16 was passing test before but now failed with §8unrecognized_residueff error! Its run-log could
be found in §31P1683

PDB 1P4T was passing test before but now failed with B&fill_missing_atomsRg3 error! Its run-log could be
found in §41P4TES

PDB 1P7T was passing test before but now failed with g&fill_ missing_atomsgd error! Its run-log could be
found in §41P7TEY

PDB 1PFE was passing test before but now failed with fgunknowngg error! Its run-log could be found in
241 PFERS

PDB 1PH7 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in §31PH7FY

PDB 1PIP was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in Z1PIPE]

PDB 1PJ3 was passing test before but now failed with Béfill_missing_atomsEg error! Its run-log could be
found in §41PJ3F

PDB 1PJP was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §31PJP&]

PDB 1PKN was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in §41PKNE]

PDB 1PLK was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ1PLKEY

PDB 1PYQ was passing test before but now failed with E8bad_patchBf error! Its run-log could be found in
E41PYORY

PDB 1PYA was passing test before but now failed with g2fill_missing_atomsEg error! Its run-log could be
found in §41PYAE]

PDB 1Q9Y was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in E21Q9YE]

PDB 1QE7 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in

PDB 1QGX was passing test before but now failed with g8missing_disulfide_partnerfg error! Its run-log
could be found in B81QGXE4

PDB 1QH9 was passing test before but now failed with gunknown@8 error! Its run-log could be found in
E41QH9E]

PDB 1QKI was passing test before but now failed with gfill_missing_atomsgd error! Its run-log could be
found in

PDB 1QLN was passing test before but now failed with §8unrecognized_residuefl error! Its run-log could
be found in F31QLNEY

PDB 1QRA was passing test before but now failed with Bdunrecognized_residuef error! Its run-log could
be found in E21QRAE]

PDB 1QSS was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in
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PDB 1QSY was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in EZ1QSYEY

PDB 1QTM was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in EZ1QTMEz8

PDB 1QZW was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B21QZWES

PDB 1R0A was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in Z1ROAZ]

PDB 1R89 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §31R8938

PDB 1R8C was passing test before but now failed with Bdunrecognized residuefg error! Its run-log could
be found in E21R8CEY

PDB 1RA7 was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in EJ1RA73Y

PDB 1RAA was passing test before but now failed with f€unrecognized_residueif error! Its run-log could
be found in §71RAAG]

PDB 1RAB was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in f21RABE

PDB 1RAC was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in (¥1RACE]

PDB 1RAD was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §31RADE]

PDB 1RAE was passing test before but now failed with g3unrecognized_residuefd error! Its run-log could
be found in §31RAEZS

PDB 1RAF was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in BZ1RAFZ]

PDB 1RAG was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in §31RAGH]

PDB 1RAH was passing test before but now failed with dunrecognized_residueig error! Its run-log could
be found in §31RAHEY

PDB 1RAl was passing test before but now failed with f8unrecognized_residuefg error! Its run-log could
be found in EZ1RAIEY

PDB 1RND was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E41RNDZj

PDB 1RQH was passing test before but now failed with Béfill_missing_atomsgd error! Its run-log could be
found in §#1RQHE

PDB 1RYI was passing test before but now failed with BEfill_missing_atomsEg error! Its run-log could be
found in E41RYIEY

PDB 1S1L was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in ¥1S1LEY

PDB 1549 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in 4154 9¢]

PDB 1SAQ was passing test before but now failed with funrecognized_residuefg error! Its run-log could
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be found in F31UEIE8

PDB 1UEU was passing test before but now failed with unrecognized_residuef error! Its run-log could
be found in F31UEUZY

PDB 1UHD was passing test before but now failed with Béfill_missing_atomsEg error! Its run-log could be
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found in BI1W3TRY
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0114/error-logs/1vpa.log
https://www.rcsb.org/structure/1VST
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0114/error-logs/1vst.log
https://www.rcsb.org/structure/1W3I
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0115/error-logs/1w3i.log
https://www.rcsb.org/structure/1W3O
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0115/error-logs/1w3o.log
https://www.rcsb.org/structure/1W3P
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0115/error-logs/1w3p.log
https://www.rcsb.org/structure/1W3Q
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0115/1w3q.log
https://www.rcsb.org/structure/1W3R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0115/error-logs/1w3r.log
https://www.rcsb.org/structure/1W3T
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0115/error-logs/1w3t.log

PDB 1W5A was passing test before but now failed with f8unrecognized_residueff error! Its run-log could
be found in §31W5AZ]

PDB 1W5B was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in §31W5BEY

PDB 1W5E was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in BZ1W5ER]

PDB 1WA3 was passing test before but now failed with Bfill_missing_atomsEg error! Its run-log could be
found in g1 WA3E

PDB 1WAS5 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in EZ1WAS5EE

PDB 1WDT was passing test before but now failed with g8unrecognized residuegd error! Its run-log could
be found in E1WDTES

PDB 1WVC was passing test before but now failed with §8unrecognized_residueff error! Its run-log could
be found in B1WVC3Y

PDB 1X9M was passing test before but now failed with §unrecognized_residuefg error! Its run-log could
be found in §31X9Mzg

PDB 1X9N was passing test before but now failed with gdunrecognized residuefg error! Its run-log could
be found in §31X9NZg

PDB 1X9S was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §¥1X9SEY

PDB 1X9W was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §31X9WE

PDB 1XD3 was passing test before but now failed with 2fill_missing_atoms8 error! Its run-log could be
found in §31XD3F3

PDB 1XG3 was passing test before but now failed with B2fill_missing_atomsgg error! Its run-log could be
found in B1XG3E8

PDB 1XJR was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in FZ1X]REY

PDB 1XSN was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §31XSNEg

PDB 1XTS was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in EZ1XTSEY

PDB 1XTU was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 1 XTURS

PDB 1XVK was passing test before but now failed with 8unknowng error! Its run-log could be found in
BI1XVKEY

PDB 1XVN was passing test before but now failed with Bgunknown@g error! Its run-log could be found in
821 XVNEZ

PDB 1XY2 was passing test before but now failed with Bunknownig error! Its run-log could be found in
E81XY2F3

PDB 1Y39 was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §31Y3953

PDB 1YHN was passing test before but now failed with fgunrecognized_residuegl error! Its run-log could
be found in F31YHNEY

PDB 1YLH was passing test before but now failed with E2fill_missing_atomsBg error! Its run-log could be
found in B41YLHEE

PDB 1YR8 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §31YR8EY

PDB 1Z0] was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in 3120

PDB 1Z0K was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in EZ1Z0KZ3

PDB 1Z2B was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f21Z2BEY

PDB 1Z4P was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in f41Z4Pg]

PDB 1Z5W was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in EZ1Z5WE

PDB 1ZA1 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f¥1ZA1R

PDB 1ZA2 was passing test before but now failed with dunrecognized_residuegf error! Its run-log could
be found in f31ZA2¢

PDB 1ZBD was passing test before but now failed with B€unrecognized residuefg error! Its run-log could
be found in §¥1ZBDEj

PDB 1ZET was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in

PDB 1ZYQ was passing test before but now failed with §unrecognized_residuefg error! Its run-log could
be found in f21ZY

PDB 1ZZN was passing test before but now failed with Bdunrecognized_residuefl error! Its run-log could



https://www.rcsb.org/structure/1W5A
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0115/error-logs/1w5a.log
https://www.rcsb.org/structure/1W5B
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0115/error-logs/1w5b.log
https://www.rcsb.org/structure/1W5E
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0116/error-logs/1w5e.log
https://www.rcsb.org/structure/1WA3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0116/error-logs/1wa3.log
https://www.rcsb.org/structure/1WA5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0116/error-logs/1wa5.log
https://www.rcsb.org/structure/1WDT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0117/error-logs/1wdt.log
https://www.rcsb.org/structure/1WVC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0119/error-logs/1wvc.log
https://www.rcsb.org/structure/1X9M
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0121/error-logs/1x9m.log
https://www.rcsb.org/structure/1X9N
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0121/error-logs/1x9n.log
https://www.rcsb.org/structure/1X9S
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0121/error-logs/1x9s.log
https://www.rcsb.org/structure/1X9W
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0122/error-logs/1x9w.log
https://www.rcsb.org/structure/1XD3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0122/error-logs/1xd3.log
https://www.rcsb.org/structure/1XG3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0122/error-logs/1xg3.log
https://www.rcsb.org/structure/1XJR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0123/error-logs/1xjr.log
https://www.rcsb.org/structure/1XSN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0124/error-logs/1xsn.log
https://www.rcsb.org/structure/1XTS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0124/error-logs/1xts.log
https://www.rcsb.org/structure/1XTU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0125/error-logs/1xtu.log
https://www.rcsb.org/structure/1XVK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0125/1xvk.log
https://www.rcsb.org/structure/1XVN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0125/1xvn.log
https://www.rcsb.org/structure/1XY2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0125/1xy2.log
https://www.rcsb.org/structure/1Y39
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0126/error-logs/1y39.log
https://www.rcsb.org/structure/1YHN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0128/error-logs/1yhn.log
https://www.rcsb.org/structure/1YLH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0129/error-logs/1ylh.log
https://www.rcsb.org/structure/1YR8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0129/error-logs/1yr8.log
https://www.rcsb.org/structure/1Z0J
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0131/error-logs/1z0j.log
https://www.rcsb.org/structure/1Z0K
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0131/error-logs/1z0k.log
https://www.rcsb.org/structure/1Z2B
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0131/error-logs/1z2b.log
https://www.rcsb.org/structure/1Z4P
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0131/error-logs/1z4p.log
https://www.rcsb.org/structure/1Z5W
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0132/error-logs/1z5w.log
https://www.rcsb.org/structure/1ZA1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0132/error-logs/1za1.log
https://www.rcsb.org/structure/1ZA2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0132/error-logs/1za2.log
https://www.rcsb.org/structure/1ZBD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0132/error-logs/1zbd.log
https://www.rcsb.org/structure/1ZET
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0133/error-logs/1zet.log
https://www.rcsb.org/structure/1ZYQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0136/error-logs/1zyq.log
https://www.rcsb.org/structure/1ZZN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html

be found in F31ZZNEY

PDB 213D was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in 2213 DE3

PDB 216D was passing test before but now failed with f€unrecognized_residueRg error! Its run-log could
be found in §3216DE]

PDB 217D was passing test before but now failed with E€unrecognized_residuefd error! Its run-log could
be found in §%217DEY

PDB 230D was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in £2230DE]

PDB 271D was passing test before but now failed with f€unrecognized_residueRf error! Its run-log could
be found in 2271DE3

PDB 285D was passing test before but now failed with B€unrecognized_residuefd error! Its run-log could
be found in §3285DE

PDB 286D was passing test before but now failed with B€unrecognized_residuefg error! Its run-log could
be found in §¥286DEY

PDB 297D was passing test before but now failed with f€unrecognized_residuelf error! Its run-log could
be found in §2297DE3

PDB 2A5D was passing test before but now failed with §unrecognized_residueff error! Its run-log could
be found in §32A5DF]

PDB 2A5F was passing test before but now failed with fqunrecognized_residueg error! Its run-log could
be found in F32A5FF

PDB 2A5G was passing test before but now failed with unrecognized_residuef error! Its run-log could
be found in B22A5GE3

PDB 2A5P was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in E22A5Pg]

PDB 2A5R was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in F22A5RE]

PDB 2A8S was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in EZ2A8SEY

PDB 2AD5 was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in §32AD58

PDB 2ADW was passing test before but now failed with Bunknowng8 error! Its run-log could be found in
E22ADWEY

PDB 2AGE was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in (Z2AGER]

PDB 2AGG was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in BZ2AGGE]

PDB 2AGP was passing test before but now failed with B€unrecognized_residuefd error! Its run-log could
be found in §32AGPE

PDB 2AGQ was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in F32AGQE]

PDB 2AJQ was passing test before but now failed with §funrecognized_residuegd error! Its run-log could

be found in

PDB 2ALZ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F32ALZE]

PDB 2AQ4 was passing test before but now failed with qunrecognized_residueBg error! Its run-log could
be found in f32AQ4%8

PDB 2AQY was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in

PDB 2ASD was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in §32ASD#}

PDB 2AS] was passing test before but now failed with B8unrecognized_residueig error! Its run-log could

be found in §32AS)E

PDB 2ASL was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in F32ASLEY

PDB 2ATL was passing test before but now failed with g8unrecognized_residuef error! Its run-log could

be found in BZ2ATLEY

PDB 2AUOQ was passing test before but now failed with E8unrecognized_residuefd error! Its run-log could
be found in §32AUQE]

PDB 2AU4 was passing test before but now failed with fdunrecognized residuefg error! Its run-log could
be found in E22AU4E8

PDB 2BOE was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B22BOERS

PDB 2BOF was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §32BOFE]

PDB 2B51 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §32B5158

PDB 2B56 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B22B5638



file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0136/error-logs/1zzn.log
https://www.rcsb.org/structure/213D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0136/error-logs/213d.log
https://www.rcsb.org/structure/216D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0136/error-logs/216d.log
https://www.rcsb.org/structure/217D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0136/error-logs/217d.log
https://www.rcsb.org/structure/230D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0136/error-logs/230d.log
https://www.rcsb.org/structure/271D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0137/error-logs/271d.log
https://www.rcsb.org/structure/285D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0137/error-logs/285d.log
https://www.rcsb.org/structure/286D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0137/error-logs/286d.log
https://www.rcsb.org/structure/297D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0137/error-logs/297d.log
https://www.rcsb.org/structure/2A5D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0137/error-logs/2a5d.log
https://www.rcsb.org/structure/2A5F
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0137/error-logs/2a5f.log
https://www.rcsb.org/structure/2A5G
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0137/error-logs/2a5g.log
https://www.rcsb.org/structure/2A5P
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0137/error-logs/2a5p.log
https://www.rcsb.org/structure/2A5R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0137/error-logs/2a5r.log
https://www.rcsb.org/structure/2A8S
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0138/error-logs/2a8s.log
https://www.rcsb.org/structure/2AD5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0139/error-logs/2ad5.log
https://www.rcsb.org/structure/2ADW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0139/2adw.log
https://www.rcsb.org/structure/2AGE
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0139/error-logs/2age.log
https://www.rcsb.org/structure/2AGG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0139/error-logs/2agg.log
https://www.rcsb.org/structure/2AGP
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0139/error-logs/2agp.log
https://www.rcsb.org/structure/2AGQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0139/error-logs/2agq.log
https://www.rcsb.org/structure/2AJQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0139/error-logs/2ajq.log
https://www.rcsb.org/structure/2ALZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0140/error-logs/2alz.log
https://www.rcsb.org/structure/2AQ4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0140/error-logs/2aq4.log
https://www.rcsb.org/structure/2AQY
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0140/error-logs/2aqy.log
https://www.rcsb.org/structure/2ASD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0141/error-logs/2asd.log
https://www.rcsb.org/structure/2ASJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0141/error-logs/2asj.log
https://www.rcsb.org/structure/2ASL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0141/error-logs/2asl.log
https://www.rcsb.org/structure/2ATL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0141/error-logs/2atl.log
https://www.rcsb.org/structure/2AU0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0141/error-logs/2au0.log
https://www.rcsb.org/structure/2AU4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0141/error-logs/2au4.log
https://www.rcsb.org/structure/2B0E
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0142/error-logs/2b0e.log
https://www.rcsb.org/structure/2B0F
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0142/error-logs/2b0f.log
https://www.rcsb.org/structure/2B51
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0142/error-logs/2b51.log
https://www.rcsb.org/structure/2B56
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0142/error-logs/2b56.log

PDB 2BE9 was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §32BE9z8

PDB 2BKU was passing test before but now failed with fEunrecognized_residuefd error! Its run-log could
be found in §32BKUEY

PDB 2BNF was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in E22BNFZ3

PDB 2BTO was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in §32BTOE8

PDB 2C2R was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in f22C2RE]

PDB 2C30 was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §82C30&3

PDB 2C3U was passing test before but now failed with B&fill_missing_atomsg§ error! Its run-log could be
found in g82C3UR8

PDB 2C42 was passing test before but now failed with 3fill_missing_atomsg8 error! Its run-log could be
found in §32C42

PDB 2C5L was passing test before but now failed with qunrecognized_residuef error! Its run-log could
be found in f32C5L3

PDB 2CL7 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §22CL77

PDB 2CLC was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §32CLCzg

PDB 2CLS was passing test before but now failed with funrecognized_residuef8 error! Its run-log could
be found in §32CLSEY

PDB 2D3Y was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ2D3YEY

PDB 2D7C was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §32D7CE

PDB 2DP7 was passing test before but now failed with Bdunrecognized_residuegg error! Its run-log could
be found in f22DP7E

PDB 2DPB was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in f22DPBgg

PDB 2DPI was passing test before but now failed with gfunrecognized_residuef error! Its run-log could
be found in §Z2DPIEY

PDB 2DR8 was passing test before but now failed with B8unrecognized_residuelg error! Its run-log could
be found in §32DR8FY

PDB 2DVI was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in f22DVIEY

PDB 2DY1 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in §22DY18Y

PDB 2E2H was passing test before but now failed with fdunrecognized_residuefj error! Its run-log could
be found in F32E2HEY

PDB 2E77 was passing test before but now failed with §fill_missing_atomsEg error! Its run-log could be
found in §42E77E3

PDB 2E9Z was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BZ2E9ZE4

PDB 2EAK was passing test before but now failed with §dmissing_disulfide_partnerig error! Its run-log
could be found in B32EAKGS

PDB 2EEOQO was passing test before but now failed with B&fill_missing_atomsg3 error! Its run-log could be
found in §92EEOE]

PDB 2EZ8 was passing test before but now failed with g&fill_missing_atomsR3 error! Its run-log could be
found in B22EZ8EY

PDB 2EZT was passing test before but now failed with E2fill_missing_atomsEg error! Its run-log could be
found in §42EZTEY

PDB 2EZU was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in §42EZUES

PDB 2F55 was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in E42F55E3

PDB 2FB3 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §22FB3F)

PDB 2FCO was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in f22FCOE]

PDB 2FCI was passing test before but now failed with g8aa_differencei error! Its run-log could be found
in B22FCIEY

PDB 2FH5 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in §¥2FH58%

PDB 2FLL was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in ¥2FLLEY

PDB 2FLN was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
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be found in F32FLNEY

PDB 2FLP was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in E22FLPZ

PDB 2FLT was passing test before but now failed with E8unknownBig error! Its run-log could be found in
E92FLTEY

PDB 2FMP was passing test before but now failed with B€unrecognized_residuefd error! Its run-log could
be found in §32FMPE]

PDB 2FN1 was passing test before but now failed with B&fill_missing_atomsgj error! Its run-log could be
found in E42FN1E3

PDB 2FN7 was passing test before but now failed with 8unknowng8 error! Its run-log could be found in
E82FN7R3

PDB 2FP4 was passing test before but now failed with fgunrecognized_residuegd error! Its run-log could
be found in (32 FP4E]

PDB 2FZC was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §32FZC3g

PDB 2FZG was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in §¥2FZGEg

PDB 2FZK was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in f32FZKEY

PDB 2G50 was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in §32G50E8

PDB 2G5F was passing test before but now failed with 2fill_missing_atomsB3 error! Its run-log could be
found in B82G5FR3

PDB 2GDI was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in §32GDIE]

PDB 2GIL was passing test before but now failed with fgunrecognized_residuegd error! Its run-log could
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be found in §22GXBEY

PDB 2GZD was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
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be found in (22GZHE

PDB 2H2Q was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
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be found in f32H57¢

PDB 2H8P was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §32H8P38

PDB 2H9D was passing test before but now failed with Bfill_missing_atomsgd error! Its run-log could be
found in E2H9DR

PDB 2HFE was passing test before but now failed with B&fill_missing_atomsRd error! Its run-log could be
found in §32HFERY
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PDB 2HHW was passing test before but now failed with f8unrecognized_residueig error! Its run-log
could be found in Bg2HHWEY
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be found in §32HV 838
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be found in §¥2HXFE3
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be found in §32HXHES
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PDB 2ICX was passing test before but now failed with funrecognized_residuef8 error! Its run-log could
be found in 321CXE3

PDB 2IKF was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in B221KFE
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PDB 2ILZ was passing test before but now failed with f€unrecognized_residueif error! Its run-log could
be found in (221LZFg

PDB 2IMOQ was passing test before but now failed with qunrecognized_residueBg error! Its run-log could
be found in f22IMO0EY

PDB 2IM1 was passing test before but now failed with Bdunrecognized_residuefd error! Its run-log could
be found in B22IM133

PDB 2IM2 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in 22IM2E

PDB 2IM3 was passing test before but now failed with gunrecognized_residueBg error! Its run-log could
be found in 22IM3E]

PDB 2IMP was passing test before but now failed with ffunknowng error! Its run-log could be found in
822IMPE8

PDB 2109 was passing test before but now failed with E8bad_patch@f error! Its run-log could be found in
282109E8

PDB 2IRX was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in F32IRXEY

PDB 21SO was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §32I1SOEY

PDB 2ISP was passing test before but now failed with f€unrecognized_residueBf error! Its run-log could
be found in §Z21SPEg

PDB 2J4L was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §32)4L53

PDB 2]59 was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in (22]5953

PDB 2]J7Q was passing test before but now failed with B2fill_missing_atomsig error! Its run-log could be
found in

PDB 2]J7W was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §22)7WE

PDB 2JAO was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in §32JAOE]

PDB 2JEG was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in 22JEGEY

PDB 2]JH9 was passing test before but now failed with gunrecognized_residuefg error! Its run-log could
be found in §¥2JH9EY

PDB 2JI5 was passing test before but now failed with f8unrecognized_residuegl error! Its run-log could
be found in §22]I15E8

PDB 2JLG was passing test before but now failed with Bdunrecognized residuefg error! Its run-log could
be found in §32]LGEY

PDB 2K9E was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §32K9ER]

PDB 2KID was passing test before but now failed with gdrotlib_filefg error! Its run-log could be found in
§22KIDEE

PDB 2KKA was passing test before but now failed with gunrecognized_residueg error! Its run-log could
be found in F32KKAES

PDB 2KOW was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in B22KOWEE

PDB 2KSQ was passing test before but now failed with §3unrecognized_residuefg error! Its run-log could
be found in §32KSQ38

PDB 2KTQ was passing test before but now failed with unrecognized_residuefg error! Its run-log could
be found in §32KTQE3

PDB 2KZD was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in B22KZDg3

PDB 2KZE was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in §32KZEZ8

PDB 2LBU was passing test before but now failed with §&fill_missing_atomsg8 error! Its run-log could be
found in §32LBURY

PDB 2LE6 was passing test before but now failed with fdunrecognized _residuef error! Its run-log could
be found in EZ2LE6E]

PDB 2LZV was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §¥2LZVEE

PDB 2M2W was passing test before but now failed with Bunrecognized_residuef§ error! Its run-log
could be found in §Z2M2WE

PDB 2M58 was passing test before but now failed with Bdunrecognized residuef error! Its run-log could
be found in §32M583]

PDB 2NLI was passing test before but now failed with f8unknown@g error! Its run-log could be found in
EE2NLIZE

PDB 2NUY was passing test before but now failed with 2fill_missing_atomskg error! Its run-log could be
found in §32NUYE8

PDB 2NVZ was passing test before but now failed with Bgunrecognized_residuef error! Its run-log could
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0195/error-logs/2lbu.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html

be found in F32NVZE]

PDB 2NZ4 was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in B22NZ438

PDB 208D was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §3208DE8

PDB 2099 was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in §92099E8

PDB 209A was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §2209A%8

PDB 20EU was passing test before but now failed with B€unrecognized_residueBf error! Its run-log could
be found in EZ20EUZY

PDB 20H5 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §320H5E8

PDB 20H6 was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in §320H6E]

PDB 20H7 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in 220H 7R

PDB 20MG was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in 220MGE]

PDB 20RH was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in f320RHE]

PDB 20Z0 was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §820Z038

PDB 20ZM was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f320ZMEj

PDB 20ZS was passing test before but now failed with f2unrecognized_residuegd error! Its run-log could
be found in §320ZSE3

PDB 2P1E was passing test before but now failed with 8unknowngd error! Its run-log could be found in
PDB 2P4N was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §32P4NZY

PDB 2PDA was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in §42PDAEY

PDB 2PX3 was passing test before but now failed with fqunrecognized _residuefd error! Its run-log could
be found in E22PX3FY

PDB 2PXA was passing test before but now failed with §3unrecognized_residuefl error! Its run-log could
be found in BZ2PXAR

PDB 2PXI was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in §32PXIEY

PDB 2PY] was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in §¥2PY]§Y

PDB 2PYL was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in B22PYLEY

PDB 2Q0C was passing test before but now failed with fdunrecognized_residuef§ error! Its run-log could
be found in §22Q0CE]

PDB 2Q0E was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §32QOER]

PDB 2Q0F was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in

PDB 2QAG was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f32QAGE]

PDB 2QEY was passing test before but now failed with Bdunrecognized_residueg error! Its run-log could
be found in E22QEYE]

PDB 2QF2 was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §32QF2F8

PDB 2QQC was passing test before but now failed with g&fill_missing_atomsRd error! Its run-log could be
found in

PDB 2QQD was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in §82QQDEZ3

PDB 2QUS was passing test before but now failed with GZunrecognized residuefg error! Its run-log could
be found in E22QUSER

PDB 2QUW was passing test before but now failed with funrecognized_residuel error! Its run-log
could be found in E22QUWE3

PDB 2QV6 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §32QV6E3

PDB 2R7W was passing test before but now failed with f8unrecognized_residuegd error! Its run-log could
be found in §32R7WEY

PDB 2R7X was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ2R7XE3
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https://www.rcsb.org/structure/2OH6
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/2QEY
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/2QQC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0225/error-logs/2r7x.log

PDB 2R94 was passing test before but now failed with g3fill_missing_atomsg8 error! Its run-log could be
found in §32R94E]

PDB 2RAP was passing test before but now failed with BEunrecognized_residuefd error! Its run-log could
be found in §32RAPZ]

PDB 2RRC was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in B22RRCEY

PDB 2RUI was passing test before but now failed with §rotlib_file8 error! Its run-log could be found in
E392RUIEY

PDB 2UZI was passing test before but now failed with gdunrecognized_residueig error! Its run-log could
be found in fI2UZIEY

PDB 2V4Y was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in E22V4YE]

PDB 2V55 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §¥2V558%

PDB 2VAH was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §32VAHE]

PDB 2VAI was passing test before but now failed with B8unrecognized residuef error! Its run-log could
be found in §¥2VAI}

PDB 2VH5 was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in §¥2VH58Y

PDB 2VHX was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in §32VHXEY

PDB 2VK1 was passing test before but now failed with §3fill_missing_atomsg8 error! Its run-log could be
found in §32VK1E3

PDB 2VP9 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in B22VP9E

PDB 2VPA was passing test before but now failed with §2fill_missing_atomsgg error! Its run-log could be
found in §¥2VPAZY

PDB 2VW] was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §32VW/|58

PDB 2VWT was passing test before but now failed with g&fill_missing_atomsgd error! Its run-log could be
found in E2VWTE

PDB 2W2V was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in I2W2VE3

PDB 2W35 was passing test before but now failed with §8unrecognized_residueld error! Its run-log could
be found in f32W 3538

PDB 2W36 was passing test before but now failed with g8unrecognized residuegd error! Its run-log could
be found in E22W36E8

PDB 2W83 was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in §Z2W8338

PDB 2W8K was passing test before but now failed with §funrecognized_residuef error! Its run-log could
be found in 32 W8KEg

PDB 2W8L was passing test before but now failed with funrecognized_residuef8 error! Its run-log could
be found in §32W8LE4

PDB 2W9A was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in B22W9ARS

PDB 2W9B was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §32W9BZ}

PDB 2W9C was passing test before but now failed with Bgunrecognized_residuegd error! Its run-log could
be found in §32W9CE4

PDB 2WBE was passing test before but now failed with unrecognized_residuef error! Its run-log could
be found in BZ2WBERZ]

PDB 2WDT was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in §32WDTEY

PDB 2WK] was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in §92WK]E8

PDB 2WKP was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in E22 WKPE3

PDB 2WKQ was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 22 WKQRg

PDB 2WKR was passing test before but now failed with BEunrecognized_residuefd error! Its run-log could
be found in f32WKRE]

PDB 2WMO was passing test before but now failed with B8unrecognized_residuefd error! Its run-log
could be found in 32WMOEg

PDB 2WNZ was passing test before but now failed with ggunknown@g error! Its run-log could be found in
282 WNZE]

PDB 2WVA was passing test before but now failed with &fill_missing_atomskg error! Its run-log could be
found in 32 WVAE]

PDB 2X19 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
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https://www.rcsb.org/structure/2UZI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/2VH5
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0237/error-logs/2w8k.log
https://www.rcsb.org/structure/2W8L
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
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be found in 32X1938

PDB 2X60 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B22X6038

PDB 2XCA was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in f32XCAZ

PDB 2XCP was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in 32 XCPz]

PDB 2XFW was passing test before but now failed with g&fill_missing_atomsR3 error! Its run-log could be
found in §82XFWEY

PDB 2XHB was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ22XHBE3

PDB 2XI3 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §32XI13¢]

PDB 2XR5 was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §#2XR5E]

PDB 2XRP was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in BZ2XRPEY

PDB 2XTN was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E32XTNEY

PDB 2XWL was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in F32XWLEY

PDB 2XWN was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ2XWNEZ3

PDB 2XZ9 was passing test before but now failed with E2fill_missing_atomsEg error! Its run-log could be
found in §¥2XZ958

PDB 2Y4] was passing test before but now failed with Bunknowngd error! Its run-log could be found in
FRPA

PDB 2Y6P was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B22Y6PEY

PDB 2Y92 was passing test before but now failed with §38bad_patchif error! Its run-log could be found in
£42Y9278

PDB 2YIE was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in §32YIEZE

PDB 2YIF was passing test before but now failed with unrecognized_residuef error! Its run-log could
be found in 22YIFEY

PDB 2YU9 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in BZ2YU9R]

PDB 2YWG was passing test before but now failed with gunrecognized_residueg error! Its run-log could
be found in E32YWG38

PDB 2ZET was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §¥2ZETEY

PDB 2ZHA was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ2ZHAR]

PDB 2ZZV was passing test before but now failed with g8unknowng§ error! Its run-log could be found in
§92Z2ZVEY

PDB 2ZZW was passing test before but now failed with gunknown@d error! Its run-log could be found in
E¥2ZZWEY

PDB 2ZZX was passing test before but now failed with gunknowngd error! Its run-log could be found in
B42ZZXEY

PDB 304D was passing test before but now failed with f€unrecognized_residuelf error! Its run-log could
be found in 3304 D¢

PDB 305D was passing test before but now failed with E€unrecognized_residuefd error! Its run-log could
be found in §#305DE

PDB 306D was passing test before but now failed with f€unrecognized_residueBg error! Its run-log could
be found in 2306 DEY

PDB 358D was passing test before but now failed with f€unrecognized_residueRf error! Its run-log could
be found in E2358DE3

PDB 367D was passing test before but now failed with B€unrecognized_residuefd error! Its run-log could
be found in §3367DEY

PDB 375D was passing test before but now failed with fZunrecognized_residuefg error! Its run-log could
be found in £2375DE8

PDB 3A4V was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in B3A4VEE

PDB 3A6P was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ3A6PE]

PDB 3ABO was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in §I3ABOR]

PDB 3ABS was passing test before but now failed with B2fill_missing_atomsB3 error! Its run-log could be
found in E43ABSEY
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0258/error-logs/3a6p.log
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PDB 3AL1 was passing test before but now failed with 2fill_missing_atomskg error! Its run-log could be
found in §43AL1EE

PDB 3AU6 was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §I3AU6E]

PDB 3AUOQO was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in EZ3AUOR]

PDB 3BBP was passing test before but now failed with §unrecognized_residuelg error! Its run-log could
be found in §33BBP38

PDB 3BDP was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §33BDPE]

PDB 3BG3 was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in E3BG3E3

PDB 3BG5 was passing test before but now failed with 3fill_missing_atomsg3 error! Its run-log could be
found in §33BG5R8

PDB 3BJY was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §23B]YF4

PDB 3BLF was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in E43BLFZY

PDB 3BLI was passing test before but now failed with Béfill_missing_atomsE error! Its run-log could be
found in §33BLIZY

PDB 3B0O2 was passing test before but now failed with g8unrecognized_residueff error! Its run-log could
be found in §33BO2F3

PDB 3BO3 was passing test before but now failed with dunrecognized_residueig error! Its run-log could
be found in §33BO3F

PDB 3B0O4 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in EZ23BO4%Y

PDB 3BP2 was passing test before but now failed with E2fill_missing_atomsBg error! Its run-log could be
found in §43BP2FY

PDB 3BSO was passing test before but now failed with dunrecognized_residuelg error! Its run-log could
be found in §33BSO&Y

PDB 3BTY was passing test before but now failed with Bgunknown@g error! Its run-log could be found in
B43BTYEY

PDB 3BUC was passing test before but now failed with E8unknownig error! Its run-log could be found in
E23BUCEE

PDB 3C3G was passing test before but now failed with f2bad_patch@f error! Its run-log could be found in
B¥3C3GEE

PDB 3C5G was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in F33C5GH

PDB 3C7D was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in §¥3C7DR8

PDB 3CE4 was passing test before but now failed with g3fill_missing_atomsg8 error! Its run-log could be
found in E43CEA4E]

PDB 3CFP was passing test before but now failed with ffunrecognized_residuefd error! Its run-log could
be found in F33CFPEY

PDB 3CFR was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in EZ3CFREY

PDB 3CNN was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §33CNNZY

PDB 3CUL was passing test before but now failed with qunrecognized_residueg error! Its run-log could
be found in F33CULZY

PDB 3CUN was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in BZ3CUNE

PDB 3CWZ was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in EI3CWZ38

PDB 3D4P was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in §83D4 P33

PDB 3DCO was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in E33DCOE]

PDB 3DI1 was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in §Z3DI1Z

PDB 3DIR was passing test before but now failed with E8unrecognized_residuefd error! Its run-log could
be found in §33DIREE

PDB 3DOE was passing test before but now failed with Bunrecognized_residuefd error! Its run-log could
be found in §33DOER

PDB 3DOF was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EI3DOFE]

PDB 3DT2 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F33DT2¢

PDB 3DT4 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
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be found in F33DT4E]

PDB 3DT7 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ3DT7E3

PDB 3DU7 was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in §23DU7EY

PDB 3DVO0 was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in E43DVOZS

PDB 3DZ2 was passing test before but now failed with B2fill_missing_atomsgg error! Its run-log could be
found in §23DZ2E8

PDB 3DZ3 was passing test before but now failed with B2fill_missing_atomskg error! Its run-log could be
found in §43DZ3F3

PDB 3DZ4 was passing test before but now failed with g2fill_missing_atomsR8 error! Its run-log could be
found in §43DZ438

PDB 3DZ5 was passing test before but now failed with E2fill_missing_atomsgg error! Its run-log could be
found in §43DZ5E8

PDB 3DZ6 was passing test before but now failed with B2fill_missing_atomskg error! Its run-log could be
found in B43DZ6E3

PDB 3DZ7 was passing test before but now failed with §2fill_missing_atomskg error! Its run-log could be
found in §43DZ738

PDB 3DZH was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in §33DZHEY

PDB 3DZI was passing test before but now failed with §8alias_missing_atomg error! Its run-log could be
found in E43DZIFY

PDB 3EOD was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in §I3EODE

PDB 3E22 was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
be found in FI3E22E

PDB 3E5E was passing test before but now failed with Bdunrecognized_residuefd error! Its run-log could
be found in BZ3E5SER

PDB 3E5F was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §I3E5FE]

PDB 3EDL was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in FI3EDLE]

PDB 3EK5 was passing test before but now failed with fgunrecognized _residuefd error! Its run-log could
be found in EZ3EK5EY

PDB 3EP3 was passing test before but now failed with 3fill_missing_atomsg8 error! Its run-log could be
found in B3EP3EY

PDB 3EP4 was passing test before but now failed with B&fill_missing_atomsg3 error! Its run-log could be
found in B3EP428

PDB 3EP5 was passing test before but now failed with g&fill_missing_atomsgd error! Its run-log could be
found in §3EP5EE

PDB 3EP6 was passing test before but now failed with &fill_missing_atomsg8 error! Its run-log could be
found in B3EP6R]

PDB 3EP7 was passing test before but now failed with 3fill_missing_atomsg8 error! Its run-log could be
found in §43EP7E8

PDB 3EP8 was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in §3EP8EE

PDB 3EP9 was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in B3EP9EY

PDB 3EPA was passing test before but now failed with g&fill_missing_atomsg§ error! Its run-log could be
found in §33EPAR]

PDB 3EPB was passing test before but now failed with Béfill_missing_atomsgd error! Its run-log could be
found in §I3EPBES

PDB 3EPG was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in FZ3EPGEY

PDB 3EPI was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in BZ3EPIZY

PDB 3ETD was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in FI3ETDEY

PDB 3ETE was passing test before but now failed with g8unrecognized_residuefl error! Its run-log could
be found in E43ETERY

PDB 3ETG was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ3ETGEY

PDB 3EVC was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in FI3EVCEY

PDB 3EVD was passing test before but now failed with qunrecognized_residueBg error! Its run-log could
be found in BI3EVDEY

PDB 3F2Q was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in
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PDB 3F2T was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §33F2TEY

PDB 3F2W was passing test before but now failed with gdunrecognized_residueig error! Its run-log could
be found in §33F2WEY

PDB 3F2X was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in B23F2XE3

PDB 3F2Y was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §33F2YEY

PDB 3F30 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §33F3038

PDB 3FC9 was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in EZ3FCOEY

PDB 3FFU was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in §43FFURY

PDB 3FPI was passing test before but now failed with gunrecognized _residuefd error! Its run-log could
be found in E43FPIEY

PDB 3G00 was passing test before but now failed with fZunrecognized residuefg error! Its run-log could
be found in §¥3G00E]

PDB 3GOR was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in (3GORE

PDB 3G2D was passing test before but now failed with §3unrecognized_residueig error! Its run-log could
be found in §33G2D38

PDB 3G38 was passing test before but now failed with fEunrecognized_residuefd error! Its run-log could
be found in §¥3G38¢

PDB 3G6V was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in BZ3G6VEE

PDB 3G6W was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §33G6W;8

PDB 3G6X was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in F33G6XEY

PDB 3G6Y was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in F43G6YEY

PDB 3G8S was passing test before but now failed with f€unrecognized_residuelf error! Its run-log could
be found in 3G8SER

PDB 3G8T was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in F33G8TEY

PDB 3G96 was passing test before but now failed with fZunrecognized_residueig error! Its run-log could
be found in EZ23G96E8

PDB 3G9C was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in B3G9CR

PDB 3GA6 was passing test before but now failed with 8unrecognized_residueff error! Its run-log could
be found in F33GAG6EY

PDB 3GCH was passing test before but now failed with fgunknowng error! Its run-log could be found in
EI3GCHEZE

PDB 3Gl] was passing test before but now failed with g3unrecognized_residuefd error! Its run-log could
be found in BZ3GIJ&

PDB 3GIK was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in 33GIKE]

PDB 3GIL was passing test before but now failed with fgunrecognized_residuegd error! Its run-log could
be found in §33GILE]

PDB 3GIM was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ3GIME]

PDB 3GJX was passing test before but now failed with §8unrecognized_residuegf error! Its run-log could
be found in 33GJX38

PDB 3GO3 was passing test before but now failed with B8unknowngd error! Its run-log could be found in
EI3GO3E8

PDB 3GQC was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in F33GQCER

PDB 3HOV was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in EI3HOVE

PDB 3HOW was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in §43HOWER

PDB 3H3A was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in §I3H3A8

PDB 3H3J was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §23H3JE8

PDB 3H40 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §33H4 073

PDB 3H4B was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
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be found in §33H4 B3

PDB 3H4D was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in BZ23H4 DR

PDB 3H5Y was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §33H5YEY

PDB 3H8I was passing test before but now failed with g8bad_patchg} error! Its run-log could be found in
B43H8IEE

PDB 3H8L was passing test before but now failed with fgbad_patch@g error! Its run-log could be found in
PDB 3HEU was passing test before but now failed with E8bad_patch@d error! Its run-log could be found in
E23HEUEE

PDB 3HEV was passing test before but now failed with §8bad_patchgd error! Its run-log could be found in
BI3HEVEY

PDB 3HEX was passing test before but now failed with g8prepro_cyclic_pepgd error! Its run-log could be
found in B3HEXES

PDB 3HGX was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in B33HGXEE

PDB 3HIY was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in 33HIYEE

PDB 3H]1 was passing test before but now failed with f8unrecognized_residueg error! Its run-log could
be found in F43H]1E3

PDB 3HKB was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in BZ3HKBEY

PDB 3HKC was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §I3HKCEY

PDB 3HKD was passing test before but now failed with gfunrecognized_residuef error! Its run-log could
be found in §I3HKDZ

PDB 3HKE was passing test before but now failed with f€unrecognized_residueBf error! Its run-log could
be found in BZ3HKER]

PDB 3HP6 was passing test before but now failed with 8unrecognized_residuefj error! Its run-log could
be found in §33HP6FY

PDB 3HPO was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in §I3HPOEY

PDB 3HRD was passing test before but now failed with 2bad_patchg error! Its run-log could be found in
B43HRDEY

PDB 3HT3 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in B3HT3E)

PDB 3HWT was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in F33HWTE]

PDB 317S was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in §4317S38

PDB 3lAY was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ31AYES

PDB 3ICQ was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §331CQZ

PDB 3IEW was passing test before but now failed with f2unrecognized_residuegg error! Its run-log could
be found in E431EWEY

PDB 3IF9 was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in BZ3I1F938

PDB 3IFW was passing test before but now failed with Bafill_missing_atomsg8 error! Its run-log could be
found in §43IFWEY

PDB 3IIN was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in §Z31INE8

PDB 3IN5 was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in EZ3IN5FY

PDB 3IRW was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in §Z3IRWEE

PDB 31WB was passing test before but now failed with B&fill_missing_atomsgg error! Its run-log could be
found in §431WBES

PDB 3IWC was passing test before but now failed with §&fill_missing_atomsBd error! Its run-log could be
found in E23IWCES

PDB 3IWD was passing test before but now failed with Bfill_missing_atomsgd error! Its run-log could be
found in §331WDRY

PDB 31Z0 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §331Z0E]

PDB 3J6E was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in (43]6EEY

PDB 3]6F was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ3)6FE3
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PDB 3]6G was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §¥3]6GE4

PDB 3J6H was passing test before but now failed with 8unrecognized_residueg error! Its run-log could
be found in §23]6HEY

PDB 3]6P was passing test before but now failed with f€unrecognized_residueBf error! Its run-log could
be found in B23)6PEY

PDB 3]71 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in (23] 7158

PDB 3J8X was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §33]8XE]

PDB 3)8Y was passing test before but now failed with f8unrecognized residuegf error! Its run-log could
be found in £23)8YES

PDB 3JAK was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ3JAKE3

PDB 3JAL was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §33JALEY

PDB 3JAO was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in §¥3JAOE]

PDB 3JAR was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in §¥3JAREY

PDB 3JAS was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §33JASE]

PDB 3JAT was passing test before but now failed with f8unrecognized_residueg error! Its run-log could
be found in §¥3JATEY

PDB 3JAW was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in B23]JAWRY

PDB 3JAY was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E23]JAYEY

PDB 3JB0 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in §33]B0E]

PDB 3]B2 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §33]B2F3

PDB 3]B3 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §43)B3k3

PDB 3]B6 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §33]B6E]

PDB 3]B7 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in E33]B7FY

PDB 3JCM was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §33]JCMRY

PDB 3]D0 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §¥3]DOFY

PDB 3JD3 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in §¥3|D3FY

PDB 3]D4 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in BZ3]D4&

PDB 3JPN was passing test before but now failed with f8unrecognized_residueif error! Its run-log could
be found in §33]PN38

PDB 3JPO was passing test before but now failed with unrecognized_residuefg error! Its run-log could
be found in §43]POEY

PDB 3JPP was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E23]PPZ3

PDB 3JPQ was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §23]PQEY

PDB 3JPR was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in §33JPREY

PDB 3JPS was passing test before but now failed with f8unrecognized_residuefg error! Its run-log could
be found in £23]PSE3

PDB 3JPT was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in

PDB 3JOM was passing test before but now failed with EEunrecognized_residuefd error! Its run-log could
be found in §33JQME]

PDB 3JSM was passing test before but now failed with Bdunrecognized_residuef error! Its run-log could
be found in §33]SME]

PDB 3)YT was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in

PDB 3K2G was passing test before but now failed with §3missing_disulfide_partneri§ error! Its run-log
could be found in B33K2GEj

PDB 3K57 was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
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be found in §33K57E

PDB 3K58 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ3K58E3

PDB 3K59 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §33K59E

PDB 3K5L was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §33K5LE8

PDB 3K8D was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in (Z3K8DEY

PDB 3KB6 was passing test before but now failed with §8unknown@g error! Its run-log could be found in
EA3KB63E

PDB 3KHG was passing test before but now failed with g8unrecognized_residuef8 error! Its run-log could
be found in §I3KHGE

PDB 3KHH was passing test before but now failed with fdunrecognized residuefg error! Its run-log could
be found in F¥3KHHE]

PDB 3KHL was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in BZ3KHLEY

PDB 3KHR was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §33KHREY

PDB 3KJV was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in 33K Vi

PDB 3KK1 was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in BZ3KK1EE
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found in E43LDHEY
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be found in ¥3LDSEY
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be found in §I3LDUE]
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be found in F33LRNZY
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be found in f23LZ
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be found in BI3M1I88
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be found in 33M8REY
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be found in §I3MFHES
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be found in EZ3MFIZ



file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0309/error-logs/3k57.log
https://www.rcsb.org/structure/3K58
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0309/error-logs/3k58.log
https://www.rcsb.org/structure/3K59
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0309/error-logs/3k59.log
https://www.rcsb.org/structure/3K5L
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0309/error-logs/3k5l.log
https://www.rcsb.org/structure/3K8D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0309/error-logs/3k8d.log
https://www.rcsb.org/structure/3KB6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0310/3kb6.log
https://www.rcsb.org/structure/3KHG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0311/error-logs/3khg.log
https://www.rcsb.org/structure/3KHH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0311/error-logs/3khh.log
https://www.rcsb.org/structure/3KHL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0311/error-logs/3khl.log
https://www.rcsb.org/structure/3KHR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0311/error-logs/3khr.log
https://www.rcsb.org/structure/3KJV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0311/error-logs/3kjv.log
https://www.rcsb.org/structure/3KK1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0311/error-logs/3kk1.log
https://www.rcsb.org/structure/3KK2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0311/error-logs/3kk2.log
https://www.rcsb.org/structure/3KLG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0311/error-logs/3klg.log
https://www.rcsb.org/structure/3KTQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0312/error-logs/3ktq.log
https://www.rcsb.org/structure/3KVF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0313/error-logs/3kvf.log
https://www.rcsb.org/structure/3KW5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0313/error-logs/3kw5.log
https://www.rcsb.org/structure/3L21
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0314/error-logs/3l21.log
https://www.rcsb.org/structure/3L24
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0314/error-logs/3l24.log
https://www.rcsb.org/structure/3L3C
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0314/error-logs/3l3c.log
https://www.rcsb.org/structure/3LDH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0315/error-logs/3ldh.log
https://www.rcsb.org/structure/3LDS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0315/error-logs/3lds.log
https://www.rcsb.org/structure/3LDU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0315/error-logs/3ldu.log
https://www.rcsb.org/structure/3LRN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0318/error-logs/3lrn.log
https://www.rcsb.org/structure/3LWL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0318/error-logs/3lwl.log
https://www.rcsb.org/structure/3LWM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0318/error-logs/3lwm.log
https://www.rcsb.org/structure/3LZI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0319/error-logs/3lzi.log
https://www.rcsb.org/structure/3LZJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0319/error-logs/3lzj.log
https://www.rcsb.org/structure/3M1I
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0319/error-logs/3m1i.log
https://www.rcsb.org/structure/3M8R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0320/error-logs/3m8r.log
https://www.rcsb.org/structure/3M8S
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0320/error-logs/3m8s.log
https://www.rcsb.org/structure/3MAQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0320/error-logs/3maq.log
https://www.rcsb.org/structure/3MBY
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0321/error-logs/3mby.log
https://www.rcsb.org/structure/3MFH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0321/error-logs/3mfh.log
https://www.rcsb.org/structure/3MFI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0321/error-logs/3mfi.log

PDB 3MJH was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in EZ3M]HEY

PDB 3MOE was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §I3MOEZ]

PDB 3MOF was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E23MOFZ]

PDB 3MUM was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §33MUME

PDB 3MUR was passing test before but now failed with f8unrecognized_residue8 error! Its run-log could
be found in §I3MURGEE

PDB 3MUT was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
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PDB 3MX5 was passing test before but now failed with §unrecognized_residuefg error! Its run-log could
be found in §I3MX5E8

PDB 3MXH was passing test before but now failed with funrecognized_residuefl error! Its run-log could
be found in §I3MXHEE

PDB 3N25 was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in B83N25F8

PDB 3N2G was passing test before but now failed with Bdunrecognized_residuefd error! Its run-log could
be found in §I3N2GEY

PDB 3N2K was passing test before but now failed with B€unrecognized_residuef error! Its run-log could
be found in FI3N2KEY

PDB 3N6M was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in EZ3N6MEE
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0328/error-logs/3noj.log
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https://www.rcsb.org/structure/3O42
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https://www.rcsb.org/structure/3OHA
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0333/error-logs/3ojs.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0333/error-logs/3oju.log
https://www.rcsb.org/structure/3OS1
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be found in E330SP&]

PDB 30VS was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in BZ30VSEY

PDB 30YZ was passing test before but now failed with E2fill_missing_atomsEg error! Its run-log could be
found in §¥30YZEY

PDB 3P22 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §33P22§Y

PDB 3PCR was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E33PCREY

PDB 3PKY was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in BZ3PKYER

PDB 3PLX was passing test before but now failed with B&fill_missing_atomsg3 error! Its run-log could be
found in E43PLXEY

PDB 3P0O4 was passing test before but now failed with fdunrecognized residuefg error! Its run-log could
be found in F23P0O4E]

PDB 3PO5 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ23PO5E]

PDB 3PV8 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 43PV 8E]

PDB 3PX0 was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in FZ3PX0E]

PDB 3PX4 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ3PX4E]

PDB 3PX6 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ3PX6E]

PDB 3PY8 was passing test before but now failed with Bgunrecognized_residuefd error! Its run-log could
be found in §I3PY8E]

PDB 3Q0A was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E23Q0AR}

PDB 3Q22 was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in §33Q224

PDB 3Q24 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §33Q24

PDB 3Q3Z was passing test before but now failed with f8unrecognized residuef error! Its run-log could
be found in F33Q3ZF3

PDB 3Q7U was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in B23Q7UEg

PDB 3Q86 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §¥3Q86[]

PDB 3QEI was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BI3QEIE]

PDB 3QEP was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in

PDB 3QER was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F33QEREY

PDB 3QES was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §I3QESE]

PDB 3QET was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in

PDB 3QEV was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in F33QEVZ

PDB 3QEW was passing test before but now failed with Bdunrecognized_residuegg error! Its run-log could
be found in §#3QEWE

PDB 3QEX was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in FI3QEXEY

PDB 3QNN was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in E23QNNZ8

PDB 3QNO was passing test before but now failed with f8unrecognized_residuegd error! Its run-log could
be found in §33QNOZ]

PDB 3QX] was passing test before but now failed with g8unrecognized_residuefl error! Its run-log could
be found in E23QX]JEY

PDB 3R1H was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in EZ3R1HE

PDB 3R1L was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in f33R1LEH

PDB 3R3Z was passing test before but now failed with Bfill_missing_atomsgg error! Its run-log could be
found in §#3R3ZEY

PDB 3R75 was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in §3R75R
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https://www.rcsb.org/structure/3PCR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0340/error-logs/3px4.log
https://www.rcsb.org/structure/3PX6
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PDB 3R76 was passing test before but now failed with g3fill_missing_atomsg8 error! Its run-log could be
found in §43R76E8

PDB 3RAP was passing test before but now failed with BEunrecognized_residuefd error! Its run-log could
be found in §I3RAPZ]

PDB 3RAQ was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E23RAQR

PDB 3RAX was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in FZ3RAXEY

PDB 3RB0 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in E23RBOEY

PDB 3RB4 was passing test before but now failed with f2unrecognized residuef error! Its run-log could
be found in E23RB4E

PDB 3RB6 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 43RB6RI

PDB 3RBD was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §Z3RBDEY

PDB 3RBE was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in F33RBERY

PDB 3REM was passing test before but now failed with B3fill_missing_atomsgg error! Its run-log could be
found in EZ3REMEE

PDB 3RET was passing test before but now failed with Bifill_missing_atomsgg error! Its run-log could be
found in 43RETEY

PDB 3RH4 was passing test before but now failed with f8unrecognized_residueg error! Its run-log could
be found in §33RH4E8

PDB 3RH5 was passing test before but now failed with gJunrecognized_residuefd error! Its run-log could
be found in EZ3RH5F

PDB 3RH6 was passing test before but now failed with §unrecognized_residueff error! Its run-log could
be found in §33RH6EE

PDB 3RK8 was passing test before but now failed with g2fill_missing_atomsE8 error! Its run-log could be
found in EI3RK8EE

PDB 3RR7 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in Eg3RR7F

PDB 3RR8 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in (I3RR8EY

PDB 3RRG was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §#3RRGE]

PDB 3RRH was passing test before but now failed with B€unrecognized residuefg error! Its run-log could
be found in EZ3RRHEY

PDB 3RSB was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 43RSBRY

PDB 3RTV was passing test before but now failed with f2unrecognized_residuefg error! Its run-log could
be found in EI3RTVEY

PDB 3RW6 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §I3RW6E

PDB 3RWU was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in BE3RWUEE

PDB 3RYC was passing test before but now failed with §unrecognized_residuefj error! Its run-log could
be found in F33RYCEY

PDB 3RYF was passing test before but now failed with fgunrecognized_residuegd error! Its run-log could
be found in EZ3RYFE]

PDB 3RYH was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in EZ23RYHEY

PDB 3RYI was passing test before but now failed with f€unrecognized_residueRf error! Its run-log could
be found in E43RYIEY

PDB 3RZG was passing test before but now failed with EZbad_patchig error! Its run-log could be found in
EI3RZGEY

PDB 3RZL was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in EZ3RZLEY

PDB 3RZM was passing test before but now failed with g8bad_patch@g error! Its run-log could be found
in E43RZME8

PDB 3S1R was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §33S1RE8

PDB 3S9H was passing test before but now failed with f2unrecognized residuef error! Its run-log could
be found in F33S9HEY

PDB 3SKI was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §33SKIE

PDB 3SKL was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §33SKLEE

PDB 3SKR was passing test before but now failed with qunrecognized_residueBg error! Its run-log could
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
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be found in F33SKREY

PDB 3SKT was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in

PDB 3SKW was passing test before but now failed with B8unrecognized_residuefg error! Its run-log could
be found in F33SKWE

PDB 3SKZ was passing test before but now failed with gunrecognized_residueg error! Its run-log could
be found in §33SKZ38

PDB 3SLQ was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in EZ3SLOF

PDB 3SNN was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ3SNNE]

PDB 35Q0 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §¥3SQO0E]

PDB 35Q1 was passing test before but now failed with gdunrecognized residuefg error! Its run-log could
be found in §¥3SQ1(]

PDB 35Q2 was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in

PDB 35Q4 was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in §33SQ4:]

PDB 3SRF was passing test before but now failed with §fill_missing_atomsEg error! Its run-log could be
found in §#3SRFEY

PDB 3SUN was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ3SUNE]

PDB 35SUQ was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §#3SUOEY

PDB 3SUP was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §33SUP3Z8

PDB 35UQ was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in B23SUQEA

PDB 35V3 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in §33SV3Eg

PDB 35V4 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §33SV458

PDB 35YZ was passing test before but now failed with fdunrecognized _residuefd error! Its run-log could
be found in EZ3SYZE]

PDB 3572 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B235Z238

PDB 3T2K was passing test before but now failed with E8bad_patchfd error! Its run-log could be found in
E43T2KE8

PDB 3T2Z was passing test before but now failed with f2bad_patch@3 error! Its run-log could be found in
B33T27R

PDB 3T3F was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ3T3FRY

PDB 3TAK was passing test before but now failed with §2fill_missing_atomsgg error! Its run-log could be
found in §33TAKES

PDB 3THV was passing test before but now failed with fEunrecognized_residuefd error! Its run-log could
be found in §I3THVEY

PDB 3TI0 was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in BZ3TI0B4

PDB 3TKL was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §33TKLEY

PDB 3UCU was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §I3UCUE]

PDB 3UCZ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F33UCZEY

PDB 3UD3 was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in E23UD3EY

PDB 3UD4 was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in §33UD4E]

PDB 3UT5 was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in EZ3UT5F]

PDB 3V6H was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in B23V6HZ

PDB 3V6] was passing test before but now failed with fdunrecognized_residuef§ error! Its run-log could
be found in 23V6

PDB 3V6K was passing test before but now failed with funrecognized_residueg error! Its run-log could
be found in §33V6KES

PDB 3VAF was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in BZ3VAFEY
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PDB 3VAG was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §I3VAGES

PDB 3VAH was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §I3VAHE]

PDB 3VAI was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in BZ3VAIE

PDB 3VA] was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §Z3VAJ

PDB 3VAK was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §33VAKEE

PDB 3VAL was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in F43VALES

PDB 3VAM was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §Z3VAMEY

PDB 3VCR was passing test before but now failed with g3fill_missing_atomsg8 error! Its run-log could be
found in §43VCRES

PDB 3VHX was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
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be found in F24ATBEY

PDB 4ATU was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in BZ4ATURE

PDB 4ATX was passing test before but now failed with fgunrecognized_residuef error! Its run-log could
be found in E24ATXEY

PDB 4AY2 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §34AY238

PDB 4B2P was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in E24B2PF

PDB 4B48 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in f24B4838

PDB 4B5S was passing test before but now failed with B&fill_missing_atomsRg8 error! Its run-log could be
found in §34B5SE8

PDB 4B5U was passing test before but now failed with gfill_ missing_atomsgd error! Its run-log could be
found in §34B5UER

PDB 4B5V was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §24B5VEE

PDB 4B5W was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in §34B5W;8

PDB 4BLR was passing test before but now failed with Bgunrecognized_residuefd error! Its run-log could
be found in §24BLRE]

PDB 4BPW was passing test before but now failed with §funrecognized_residueff error! Its run-log could
be found in E24BPWEg

PDB 4BQN was passing test before but now failed with f2bad_patchg§ error! Its run-log could be found
in 84 BQNE8

PDB 4BV9 was passing test before but now failed with §&fill_missing_atomsg8 error! Its run-log could be
found in §34BV9&Y

PDB 4BW)] was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ24BW]E3

PDB 4BWM was passing test before but now failed with funrecognized_residuefg error! Its run-log
could be found in f34BWMEj

PDB 4C0Q was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in §24COQEY

PDB 4C8K was passing test before but now failed with funrecognized_residuef error! Its run-log could
be found in f24C8KEY

PDB 4CCH was passing test before but now failed with f€unrecognized_residueBf error! Its run-log could
be found in Z4CCHEg

PDB 4CK5 was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in 34 CK583

PDB 4CK6 was passing test before but now failed with funrecognized_residuef error! Its run-log could
be found in f34CK68Y

PDB 4CK7 was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in B24CK7R3

PDB 4CKB was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §24CKBEj

PDB 4CQJ was passing test before but now failed with gfunrecognized_residuef error! Its run-log could
be found in §%4CO

PDB 4D0G was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in E24D0GRY

PDB 4D7Z was passing test before but now failed with 2fill_missing_atomskg error! Its run-log could be
found in §34D77Z38

PDB 4D8W was passing test before but now failed with g8duplicate_atom_nameRg error! Its run-log
could be found in (34D8WEY

PDB 4D92 was passing test before but now failed with fgduplicate_atom_namegg error! Its run-log could
be found in E24D92k8

PDB 4DF4 was passing test before but now failed with §8unrecognized_residueff error! Its run-log could
be found in E24DF483

PDB 4DF8 was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in f34DF8FY

PDB 4DF] was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in E24DFJE8

PDB 4DFK was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §%4DFKE

PDB 4DFM was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §24DFMZ}

PDB 4DFP was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §#4DFP3]

PDB 4DLE was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B24DLER]
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PDB 4DLG was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §24DLGZ

PDB 4DQ09 was passing test before but now failed with qunrecognized_residueBg error! Its run-log could
be found in §24DO9E3

PDB 4DOA was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E24DOAR]

PDB 4DOB was passing test before but now failed with B8unrecognized_residueld error! Its run-log could
be found in §24DOBEY

PDB 4DOC was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in f24DOC38

PDB 4DQIl was passing test before but now failed with g8unrecognized residuefg error! Its run-log could

be found in E24DQIE

PDB 4DQP was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in §24DQP3}

PDB 4DQQ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §24DQQE

PDB 4DQR was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in f24DQRE]

PDB 4DQS was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §24DQSE

PDB 4DRX was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §24DRXEY

PDB 4DS4 was passing test before but now failed with B€unrecognized_residuefd error! Its run-log could
be found in §#4DS4E

PDB 4DSE was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in E24DSER]

PDB 4DSF was passing test before but now failed with §funrecognized_residueff error! Its run-log could
be found in §34DSFE8

PDB 4DSI was passing test before but now failed with B8unrecognized_residueig error! Its run-log could

be found in §24DSIE

PDB 4DTR was passing test before but now failed with §8unrecognized_residuegf error! Its run-log could
be found in Z4DTREY

PDB 4DTS was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §¥4DTSEY

PDB 4DTU was passing test before but now failed with fgunrecognized_residueg error! Its run-log could
be found in §34DTUEY

PDB 4DTX was passing test before but now failed with gdunrecognized residuefg error! Its run-log could
be found in (24D TXEY

PDB 4DU1 was passing test before but now failed with B€unrecognized_residuefg error! Its run-log could
be found in §4DU1E8

PDB 4DU3 was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in §24DU3EY

PDB 4DU4 was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in §24DU4E]

PDB 4DU6 was passing test before but now failed with B€unrecognized_residuefg error! Its run-log could
be found in E24DU6EY

PDB 4EOD was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §24EOQDEY

PDB 4E3S was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could

be found in F34E3SEY

PDB 4E7A was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in BZ4E7AZE

PDB 4E7C was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §34E7C38

PDB 4E80 was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could

be found in E24E80E]

PDB 4EB6 was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in (Z4EB6EY

PDB 4EBC was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §4EBCEY

PDB 4EBD was passing test before but now failed with gunrecognized_residuelg error! Its run-log could
be found in §34EBDEY

PDB 4EBE was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in {24 EBEE]

PDB 4EDK was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §24EDKEY

PDB 4EDR was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in §24EDRZ}

PDB 4EE1 was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
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be found in F24EE1R]

PDB 4ELT was passing test before but now failed with §funrecognized_residuefd error! Its run-log could
be found in

PDB 4ELU was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §34ELUES

PDB 4ENA was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in F24ENAZE

PDB 4ENB was passing test before but now failed with gdunrecognized_residuelf error! Its run-log could
be found in EZ4ENBEY

PDB 4EP7 was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in BZ4EP7E8

PDB 4EW7 was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in §24EW7ES

PDB 4EXO was passing test before but now failed with BEfill_missing_atomsgg error! Its run-log could be
found in §34EXOEY

PDB 4EZ6 was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in BZ4EZ6E4

PDB 4EZ9 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §34EZ9E]

PDB 4F04 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §34F0458

PDB 4F2R was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ4F2RE3

PDB 4F2S was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §34F2SE]

PDB 4F30 was passing test before but now failed with qunrecognized_residueg error! Its run-log could
be found in §34F30&3

PDB 4F4K was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in B24F4KE8

PDB 4F61 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in §34F61£8

PDB 4F6R was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in f24F6REY

PDB 4F8R was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in E24F8REY

PDB 4FBT was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in

PDB 4FEE was passing test before but now failed with Béfill_missing_atomsgd error! Its run-log could be
found in 24 FEEES

PDB 4FEG was passing test before but now failed with E&fill_missing_atomsBd error! Its run-log could be
found in E34FEGEY

PDB 4FFB was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ4FFBEE

PDB 4FH5 was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §34FH5E8

PDB 4FHP was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in §34FHPE]

PDB 4FHV was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ4FHVEY

PDB 4FHW was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §34FHWEE

PDB 4F|8 was passing test before but now failed with B2unrecognized_residuelg error! Its run-log could
be found in §24F)8E]

PDB 4FJG was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in 24 F]GEg

PDB 4F]l was passing test before but now failed with §unrecognized_residuefj error! Its run-log could
be found in BZ4F]IE8

PDB 4F]] was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §24F

PDB 4F]M was passing test before but now failed with fdunrecognized residuefg error! Its run-log could
be found in 24 F]MZY

PDB 4FJN was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ4F]NE3

PDB 4FK0 was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in 34 FKOZ8

PDB 4FK2 was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §34FK238

PDB 4FK4 was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in B24FK4E8



file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0406/error-logs/4ee1.log
https://www.rcsb.org/structure/4ELT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0407/error-logs/4elt.log
https://www.rcsb.org/structure/4ELU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0407/error-logs/4elu.log
https://www.rcsb.org/structure/4ENA
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0407/error-logs/4ena.log
https://www.rcsb.org/structure/4ENB
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0407/error-logs/4enb.log
https://www.rcsb.org/structure/4EP7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0407/error-logs/4ep7.log
https://www.rcsb.org/structure/4EW7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0408/error-logs/4ew7.log
https://www.rcsb.org/structure/4EXO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0409/error-logs/4exo.log
https://www.rcsb.org/structure/4EZ6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0409/error-logs/4ez6.log
https://www.rcsb.org/structure/4EZ9
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0409/error-logs/4ez9.log
https://www.rcsb.org/structure/4F04
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0409/error-logs/4f04.log
https://www.rcsb.org/structure/4F2R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0409/error-logs/4f2r.log
https://www.rcsb.org/structure/4F2S
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0409/error-logs/4f2s.log
https://www.rcsb.org/structure/4F3O
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0410/error-logs/4f3o.log
https://www.rcsb.org/structure/4F4K
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0410/error-logs/4f4k.log
https://www.rcsb.org/structure/4F61
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0410/error-logs/4f61.log
https://www.rcsb.org/structure/4F6R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0410/error-logs/4f6r.log
https://www.rcsb.org/structure/4F8R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0410/error-logs/4f8r.log
https://www.rcsb.org/structure/4FBT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0411/error-logs/4fbt.log
https://www.rcsb.org/structure/4FEE
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0411/error-logs/4fee.log
https://www.rcsb.org/structure/4FEG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0411/error-logs/4feg.log
https://www.rcsb.org/structure/4FFB
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0411/error-logs/4ffb.log
https://www.rcsb.org/structure/4FH5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0412/error-logs/4fh5.log
https://www.rcsb.org/structure/4FHP
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0412/error-logs/4fhp.log
https://www.rcsb.org/structure/4FHV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0412/error-logs/4fhv.log
https://www.rcsb.org/structure/4FHW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0412/error-logs/4fhw.log
https://www.rcsb.org/structure/4FJ8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0412/error-logs/4fj8.log
https://www.rcsb.org/structure/4FJG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0412/error-logs/4fjg.log
https://www.rcsb.org/structure/4FJI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0412/error-logs/4fji.log
https://www.rcsb.org/structure/4FJJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0412/error-logs/4fjj.log
https://www.rcsb.org/structure/4FJM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0412/error-logs/4fjm.log
https://www.rcsb.org/structure/4FJN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0412/error-logs/4fjn.log
https://www.rcsb.org/structure/4FK0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0412/error-logs/4fk0.log
https://www.rcsb.org/structure/4FK2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0412/error-logs/4fk2.log
https://www.rcsb.org/structure/4FK4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0412/error-logs/4fk4.log

PDB 4FLX was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 24 FLXE]
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found in §8416NEY

PDB 41G7 was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in §¥41G7E4

PDB 41H] was passing test before but now failed with gdunrecognized residuefg error! Its run-log could
be found in (241H]5Y

PDB 4IHW was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in E241HWE3

PDB 4lHY was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §24I1HYES

PDB 4ll] was passing test before but now failed with 8unrecognized_residueg error! Its run-log could be
found in §¥411)&3

PDB 41QD was passing test before but now failed with B&fill_missing_atomsR§ error! Its run-log could be
found in

PDB 41Q] was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in (241Q

PDB 4IRK was passing test before but now failed with fEunrecognized_residuefd error! Its run-log could
be found in §24IRKEE

PDB 41Y7 was passing test before but now failed with Béfill_missing_atomsEd error! Its run-log could be
found in E241Y7R3

PDB 41YO was passing test before but now failed with g€duplicate_atom_namefg error! Its run-log could
be found in §241YOz8

PDB 4J6W was passing test before but now failed with f8unrecognized_residuegd error! Its run-log could
be found in §24)6WEY

PDB 4)6X was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in £24)6XE3

PDB 4)GO was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in §24)GORj

PDB 4JGP was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in §34)GP38

PDB 4]GT was passing test before but now failed with Bfill_missing_atomsE error! Its run-log could be
found in §34)GTES

PDB 4]LZ was passing test before but now failed with f€unrecognized_residuelf error! Its run-log could
be found in 24)LZ38

PDB 4]MC was passing test before but now failed with g3fill_missing_atoms§ error! Its run-log could be
found in §34)MCEY

PDB 4JNK was passing test before but now failed with B8unknowng error! Its run-log could be found in
B34 NKEY

PDB 4JRC was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BZ4JRC38

PDB 4]ST was passing test before but now failed with f8unrecognized_residueig error! Its run-log could
be found in §24)STE8

PDB 4]JSY was passing test before but now failed with fEunrecognized_residuefd error! Its run-log could
be found in §24)SYE8

PDB 4]T2 was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in £24)T2k8

PDB 4]X5 was passing test before but now failed with Bifill_missing_atomsgg error! Its run-log could be
found in §24)X5k3

PDB 4JX6 was passing test before but now failed with Bfill_missing_atomsgg error! Its run-log could be
found in §34)X6E3

PDB 4]ZT was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in (24)ZTRY

PDB 4K4Y was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ4K4YE3

PDB 4K81 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §34K81F

PDB 4K8X was passing test before but now failed with funrecognized_residueg error! Its run-log could
be found in §34K8XE3

PDB 4K8Z was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in B24K8ZF}
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PDB 4K98 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §34K98Ej

PDB 4KAS was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §34KASE]

PDB 4KAT was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in B24KATES

PDB 4KAX was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in F24KAXE]

PDB 4KB6 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §34KB6E3

PDB 4KCT was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §¥4KCTZ3

PDB 4KGK was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in §¥4KGKEY

PDB 4KGX was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F24KGXE]

PDB 4KGZ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f34KGZE

PDB 4KH1 was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in §Z4KH1EE

PDB 4KR2 was passing test before but now failed with §unrecognized_residueff error! Its run-log could
be found in §34KR2%3

PDB 4KR3 was passing test before but now failed with qunrecognized_residueBg error! Its run-log could
be found in f34KR3F3

PDB 4KS6 was passing test before but now failed with fgbad_patchgd error! Its run-log could be found in
F84KS6RY

PDB 4KTQ was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §34KTQE8

PDB 4KVA was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §34KVAZE

PDB 4KVG was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F24KVGE

PDB 4KZE was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in §¥4KZE?Y

PDB 4LFD was passing test before but now failed with §rotlib_filefd error! Its run-log could be found in
824 LFDEg

PDB 4LHZ was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in F24LHZEY

PDB 4LIL was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in

PDB 4LNU was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §34LNUEY

PDB 4LRS was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in 34 LRSES

PDB 4LRT was passing test before but now failed with B&fill_missing_atomsgg error! Its run-log could be
found in

PDB 4M49 was passing test before but now failed with Bunknowng§ error! Its run-log could be found in
E24M4 958

PDB 4M6V was passing test before but now failed with 2fill_missing_atomsBg error! Its run-log could be
found in 34 M6VEE

PDB 4M80 was passing test before but now failed with unrecognized_residuef error! Its run-log could
be found in E24M80R3

PDB 4MDF was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §34MDFZ}

PDB 4MDX was passing test before but now failed with f8unrecognized_residuegl error! Its run-log could
be found in §24MDXE}

PDB 4MGN was passing test before but now failed with gunrecognized_residuefl error! Its run-log could
be found in 24 MGNEY

PDB 4MIT was passing test before but now failed with §funrecognized_residueff error! Its run-log could
be found in

PDB 4MSW was passing test before but now failed with gunrecognized_residuefd error! Its run-log
could be found in 24MSWEY

PDB 4MYS was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §#4MYSE]

PDB 4MZL was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §Z4MZLZ

PDB 4N3G was passing test before but now failed with B8unknowngg error! Its run-log could be found in
EJ4N3GEY

PDB 4N3N was passing test before but now failed with Bunknowngd error! Its run-log could be found in
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0445/error-logs/4lnu.log
https://www.rcsb.org/structure/4LRS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0445/error-logs/4lrs.log
https://www.rcsb.org/structure/4LRT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0445/error-logs/4lrt.log
https://www.rcsb.org/structure/4M49
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0447/4m49.log
https://www.rcsb.org/structure/4M6V
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0447/error-logs/4m6v.log
https://www.rcsb.org/structure/4M8O
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0448/error-logs/4m8o.log
https://www.rcsb.org/structure/4MDF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0448/error-logs/4mdf.log
https://www.rcsb.org/structure/4MDX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0449/error-logs/4mdx.log
https://www.rcsb.org/structure/4MGN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0449/error-logs/4mgn.log
https://www.rcsb.org/structure/4MIT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0449/error-logs/4mit.log
https://www.rcsb.org/structure/4MSW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0451/error-logs/4msw.log
https://www.rcsb.org/structure/4MYS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0452/error-logs/4mys.log
https://www.rcsb.org/structure/4MZL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0452/error-logs/4mzl.log
https://www.rcsb.org/structure/4N3G
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0452/4n3g.log
https://www.rcsb.org/structure/4N3N
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html

EJ4N3NEY

PDB 4N56 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in B24N568

PDB 4N5S was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §24N5SE]

PDB 4NCN was passing test before but now failed with gunrecognized_residueg error! Its run-log could
be found in §34NCNEY

PDB 4ND2 was passing test before but now failed with Bfill_missing_atomsEd error! Its run-log could be
found in §84ND2E8

PDB 4ND4 was passing test before but now failed with Béfill_missing_atomsE error! Its run-log could be
found in 84ND4R

PDB 4NYA was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §34NYAGS

PDB 4025 was passing test before but now failed with gdunrecognized residuefg error! Its run-log could
be found in #4025k

PDB 402A was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E2402A%

PDB 402B was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §3402BE4

PDB 402L was passing test before but now failed with unrecognized_residueg error! Its run-log could
be found in 3402158

PDB 404H was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in 2404 H38

PDB 4041 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 3404153

PDB 404] was passing test before but now failed with fgunrecognized_residuef error! Its run-log could
be found in §2404]&

PDB 404L was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in E2404L&

PDB 408E was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §24O8ER

PDB 40E7 was passing test before but now failed with B&fill_missing_atomsgg error! Its run-log could be
found in §340E 7R

PDB 40]l was passing test before but now failed with unrecognized_residuefj error! Its run-log could
be found in §240]I5Y

PDB 40L0 was passing test before but now failed with 8unrecognized_residueff error! Its run-log could
be found in EZ40L0R

PDB 40TS was passing test before but now failed with B€unrecognized_residuef error! Its run-log could
be found in f340TSEY

PDB 40TV was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §340TV38

PDB 40X2 was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in E240X2E3

PDB 4P9C was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in §24P9CE]

PDB 4PC8 was passing test before but now failed with BEfill_missing_atomsgd error! Its run-log could be
found in §34PC8:d

PDB 4PET was passing test before but now failed with g&fill_missing_atomsg§ error! Its run-log could be
found in

PDB 4PJO was passing test before but now failed with funrecognized_residuefl error! Its run-log could
be found in §24P]OF4

PDB 4PKD was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in 24 PKDZ]

PDB 4PLC was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in §84PLCER

PDB 4PLF was passing test before but now failed with gfill_missing_atomsE error! Its run-log could be
found in §¥4PLFRY

PDB 4PLX was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in 34 PLXE]

PDB 4PLY was passing test before but now failed with g&fill_missing_atomsgd error! Its run-log could be
found in §24PLYEY

PDB 4PTF was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in B24PTFR

PDB 4PTN was passing test before but now failed with g3fill_missing_atomsgd error! Its run-log could be
found in §34PTNES

PDB 4PYG was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §24PYG3g

PDB 4Q7H was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in E24Q7H38



file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0452/4n3n.log
https://www.rcsb.org/structure/4N56
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0453/error-logs/4n56.log
https://www.rcsb.org/structure/4N5S
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0453/error-logs/4n5s.log
https://www.rcsb.org/structure/4NCN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0454/error-logs/4ncn.log
https://www.rcsb.org/structure/4ND2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0454/error-logs/4nd2.log
https://www.rcsb.org/structure/4ND4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0454/error-logs/4nd4.log
https://www.rcsb.org/structure/4NYA
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0457/error-logs/4nya.log
https://www.rcsb.org/structure/4O25
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0458/error-logs/4o25.log
https://www.rcsb.org/structure/4O2A
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0458/error-logs/4o2a.log
https://www.rcsb.org/structure/4O2B
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0458/error-logs/4o2b.log
https://www.rcsb.org/structure/4O2L
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0458/error-logs/4o2l.log
https://www.rcsb.org/structure/4O4H
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0458/error-logs/4o4h.log
https://www.rcsb.org/structure/4O4I
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0458/error-logs/4o4i.log
https://www.rcsb.org/structure/4O4J
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0458/error-logs/4o4j.log
https://www.rcsb.org/structure/4O4L
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0458/error-logs/4o4l.log
https://www.rcsb.org/structure/4O8E
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0458/error-logs/4o8e.log
https://www.rcsb.org/structure/4OE7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0459/error-logs/4oe7.log
https://www.rcsb.org/structure/4OJI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0460/error-logs/4oji.log
https://www.rcsb.org/structure/4OL0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0460/error-logs/4ol0.log
https://www.rcsb.org/structure/4OTS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0462/error-logs/4ots.log
https://www.rcsb.org/structure/4OTV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0462/error-logs/4otv.log
https://www.rcsb.org/structure/4OX2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0462/error-logs/4ox2.log
https://www.rcsb.org/structure/4P9C
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0464/error-logs/4p9c.log
https://www.rcsb.org/structure/4PC8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0464/error-logs/4pc8.log
https://www.rcsb.org/structure/4PET
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0465/error-logs/4pet.log
https://www.rcsb.org/structure/4PJO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0465/error-logs/4pjo.log
https://www.rcsb.org/structure/4PKD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0465/error-logs/4pkd.log
https://www.rcsb.org/structure/4PLC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0466/error-logs/4plc.log
https://www.rcsb.org/structure/4PLF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0466/error-logs/4plf.log
https://www.rcsb.org/structure/4PLX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0466/error-logs/4plx.log
https://www.rcsb.org/structure/4PLY
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0466/error-logs/4ply.log
https://www.rcsb.org/structure/4PTF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0467/error-logs/4ptf.log
https://www.rcsb.org/structure/4PTN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0467/error-logs/4ptn.log
https://www.rcsb.org/structure/4PYG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0468/error-logs/4pyg.log
https://www.rcsb.org/structure/4Q7H
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0469/error-logs/4q7h.log

PDB 4Q9I was passing test before but now failed with fprepro_cyclic_pepkg error! Its run-log could be
found in §34Q9I53

PDB 4Q9K was passing test before but now failed with §8prepro_cyclic_pepBg error! Its run-log could be
found in §34Q9KE4

PDB 4Q9L was passing test before but now failed with §¥prepro_cyclic_pepfd error! Its run-log could be
found in E24Q9LE3

PDB 4QEI was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §24QEIz]

PDB 4QG1 was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in §34QG15}

PDB 4QG2 was passing test before but now failed with Bunrecognized_residuefl error! Its run-log could
be found in (24QG2§3

PDB 4QG4 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §4QG483

PDB 4QI0 was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §34QI0E8

PDB 4QJD was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in §24Q] D38

PDB 4QJH was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in

PDB 4Q]Jl was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in 24 Q]IEY

PDB 4QK8 was passing test before but now failed with f8unrecognized_residue8 error! Its run-log could
be found in §34QK838

PDB 4QKA was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E24QKAR

PDB 4QM6 was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §34QM6i8

PDB 4QM7 was passing test before but now failed with f8unrecognized_residueffd error! Its run-log could
be found in §34QM738

PDB 4Q08 was passing test before but now failed with Bgunknown@g error! Its run-log could be found in
E34Q08k

PDB 4QWB was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §24QWBEY

PDB 4QWC was passing test before but now failed with f8unrecognized_residuefg error! Its run-log
could be found in 24QWCEj

PDB 4QXA was passing test before but now failed with G8unrecognized residuegd error! Its run-log could
be found in E24QXAE8

PDB 4RCY was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §Z4RCYES

PDB 4RD1 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §24RD 1%}

PDB 4RDX was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §24RDXEY

PDB 4RE7 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in BZ4RE7E8

PDB 4RGE was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in §34RGEZ

PDB 4RGF was passing test before but now failed with f€unrecognized_residuefd error! Its run-log could
be found in §24RGFE]

PDB 4RJE was passing test before but now failed with Béfill_missing_atomsg error! Its run-log could be
found in §24RJERY

PDB 4RJK was passing test before but now failed with Bé&fill_missing_atomskg error! Its run-log could be
found in §34R]KEY

PDB 4RT2 was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in §34RT258

PDB 4RT3 was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in E24RT3E8

PDB 4RUM was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in f24RUMEY

PDB 4RV5 was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in §34RV5E8

PDB 4RXO was passing test before but now failed with qunrecognized_residuef error! Its run-log could
be found in §34RXOZ

PDB 4RXP was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §24RXPE3

PDB 4RXQ was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in §24RX

PDB 4RXR was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could



https://www.rcsb.org/structure/4Q9I
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.prepro_cyclic_pep.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0469/error-logs/4q9i.log
https://www.rcsb.org/structure/4Q9K
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.prepro_cyclic_pep.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0469/error-logs/4q9k.log
https://www.rcsb.org/structure/4Q9L
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.prepro_cyclic_pep.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0469/error-logs/4q9l.log
https://www.rcsb.org/structure/4QEI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0470/error-logs/4qei.log
https://www.rcsb.org/structure/4QG1
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be found in §%4VORRE3
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be found in §24WC1E]
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be found in §34WC5E]
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be found in EZ4WC7E]
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be found in §24WFMEZ]
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be found in §24WOPZg
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be found in §¥4 X113

PDB 4X1K was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in 34 X1KE8

PDB 4X1Y was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in E24X1YE]

PDB 4X20 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §¥4X208%

PDB 4X35 was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §34X35¢8

PDB 4X40 was passing test before but now failed with f2unrecognized_residuegd error! Its run-log could
be found in 34 X408

PDB 4X4Q was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in f24X4QR

PDB 4X4S was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §34 X458

PDB 4XA5 was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
be found in 34 XA5E]

PDB 4XF2 was passing test before but now failed with §gunknown@g error! Its run-log could be found in
B24XF 278

PDB 4XIU was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §24XIUEY

PDB 4X]3 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §34X)3E]

PDB 4XOl was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in (24 XOIz3

PDB 4XSV was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §Z4XSVE

PDB 4XUL was passing test before but now failed with gunrecognized_residuelg error! Its run-log could
be found in 34 XULEE

PDB 4XUS was passing test before but now failed with fdunrecognized residuefg error! Its run-log could
be found in ¥4 XUSE]

PDB 4Y1l was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in §84Y1I3g

PDB 4Y1] was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in §24Y1J38

PDB 4Y1M was passing test before but now failed with fgunrecognized_residuegd error! Its run-log could
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be found in §24Y1 Mg}

PDB 4YAZ was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ4YAZE]

PDB 4YCV was passing test before but now failed with Eunknowngd error! Its run-log could be found in
E34YCVEY

PDB 4YFU was passing test before but now failed with f8unrecognized_residuegl error! Its run-log could
be found in 24 YFUEY

PDB 4YGA was passing test before but now failed with g8unknown@g error! Its run-log could be found in
B24YGAES

PDB 4Y]2 was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in B24Y] 2B

PDB 4Y]3 was passing test before but now failed with fEunrecognized_residuefd error! Its run-log could
be found in §34Y]338

PDB 4Y]5 was passing test before but now failed with Bfill_missing_atomsEd error! Its run-log could be
found in §34Y]5E8

PDB 4YL2 was passing test before but now failed with B2fill_missing_atomsg error! Its run-log could be
found in §84YL2RE

PDB 4YW8 was passing test before but now failed with f2bad_patchi8 error! Its run-log could be found
in §24YW8ES

PDB 4YW9 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in 24 YW9E]

PDB 4ZBT was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in §84ZBTR3

PDB 4ZD] was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in 24ZD

PDB 4ZDK was passing test before but now failed with fgunrecognized_residuegl error! Its run-log could
be found in §34ZDKE4

PDB 4ZDQ was passing test before but now failed with Bdunrecognized_residuefg error! Its run-log could
be found in E24ZDQE3

PDB 4ZHQ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §24ZHQEY

PDB 4ZI7 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §%4Z17E

PDB 4ZKE was passing test before but now failed with g8unrecognized_residuegl error! Its run-log could
be found in (24ZKERFY

PDB 4Z0OL was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B24ZOLE

PDB 4ZTU was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in f34ZTUEY

PDB 4ZTZ was passing test before but now failed with gunrecognized_residuefl error! Its run-log could
be found in §34ZTZ8Y

PDB 4ZWG was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ24ZWGEg

PDB 4ZWO was passing test before but now failed with g&fill_missing_atomsE§ error! Its run-log could be
found in §34ZWOR

PDB 4ZWU was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in §84ZWUZg

PDB 4ZZ6 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f24ZZ683

PDB 521P was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §3521PFY

PDB 5A2X was passing test before but now failed with Bdunrecognized_residuelg error! Its run-log could
be found in F35A2XE4

PDB 5A2Y was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ5A2YE]

PDB 5A2Z was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B25A2ZF

PDB 5A96 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §35A96:8

PDB 5A9A was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in F35A9AF

PDB 5A9P was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ5A9PE

PDB 5AG0 was passing test before but now failed with g3fill_missing_atomsgd error! Its run-log could be
found in E85AGORS

PDB 5A03 was passing test before but now failed with dunrecognized_residueBg error! Its run-log could
be found in F35A038

PDB 5A04 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in BZ5A0483
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https://www.rcsb.org/structure/4ZTZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0507/error-logs/4ztz.log
https://www.rcsb.org/structure/4ZWG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0507/error-logs/4zwg.log
https://www.rcsb.org/structure/4ZWO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0507/error-logs/4zwo.log
https://www.rcsb.org/structure/4ZWU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0507/error-logs/4zwu.log
https://www.rcsb.org/structure/4ZZ6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0507/error-logs/4zz6.log
https://www.rcsb.org/structure/521P
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0508/error-logs/521p.log
https://www.rcsb.org/structure/5A2X
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0508/error-logs/5a2x.log
https://www.rcsb.org/structure/5A2Y
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0508/error-logs/5a2y.log
https://www.rcsb.org/structure/5A2Z
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0508/error-logs/5a2z.log
https://www.rcsb.org/structure/5A96
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0509/error-logs/5a96.log
https://www.rcsb.org/structure/5A9A
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0509/error-logs/5a9a.log
https://www.rcsb.org/structure/5A9P
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0509/error-logs/5a9p.log
https://www.rcsb.org/structure/5AG0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0510/error-logs/5ag0.log
https://www.rcsb.org/structure/5AO3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0511/error-logs/5ao3.log
https://www.rcsb.org/structure/5AO4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0511/error-logs/5ao4.log

PDB 5AT1 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in §35AT1E8

PDB 5AXL was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in EI5AXLE]

PDB 5AXM was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B25AXME3

PDB 5AXN was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in FZ5AXNEY

PDB 5AXU was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in F35AXUZY

PDB 5AXV was passing test before but now failed with fdunrecognized residuefg error! Its run-log could
be found in EZ5AXVEE

PDB 5B20 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in 45B20R8

PDB 5B2Q was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §35B2

PDB 5B47 was passing test before but now failed with g&fill_missing_atomsRg3 error! Its run-log could be
found in §45B4 7R3

PDB 5BMV was passing test before but now failed with fdunrecognized_residuefj error! Its run-log could
be found in E5BMVE]

PDB 5BO7 was passing test before but now failed with g8unrecognized_residueff error! Its run-log could
be found in §35BO7&3

PDB 5BXU was passing test before but now failed with §2aa_differencefg error! Its run-log could be
found in E85BXUzZE

PDB 5C1T was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in

PDB 5C52 was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in §35C5238

PDB 5C53 was passing test before but now failed with gunrecognized_residuel8 error! Its run-log could
be found in §35C5338

PDB 5C55 was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in §5C55EF

PDB 5C8Y was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in g45C8YEY

PDB 5CAQ was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in E35CAQE]

PDB 5CA1 was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in EZ5CA1RY

PDB 5CB4 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BI5CB4Eg

PDB 5CJP was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §35C)PF4

PDB 5CK3 was passing test before but now failed with dunrecognized_residueig error! Its run-log could
be found in F35CK3FY

PDB 5CM6 was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in B5CM6E]

PDB 5CR2 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E35CR2E

PDB 5CRA was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in §45CRAES

PDB 5DOE was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in BZ5D0OER]

PDB 5D0G was passing test before but now failed with §3unrecognized_residuelg error! Its run-log could
be found in §35D0Gz8

PDB 5D4C was passing test before but now failed with B8unrecognized_residuegl error! Its run-log could
be found in §35D4CE4

PDB 5D4D was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EZ25D4DEY

PDB 5DA5 was passing test before but now failed with g3fill_missing_atomsg8 error! Its run-log could be
found in §35DA5E

PDB 5DCV was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in §35DCVEY

PDB 5DIS was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in §#5DISEY

PDB 5DLO was passing test before but now failed with §3unrecognized_residuefg error! Its run-log could
be found in 45DLO3Y

PDB 5DLQ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §35DLQEY

PDB 5DX9 was passing test before but now failed with gZmissing_disulfide_partner§ error! Its run-log



https://www.rcsb.org/structure/5AT1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0512/error-logs/5at1.log
https://www.rcsb.org/structure/5AXL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0512/error-logs/5axl.log
https://www.rcsb.org/structure/5AXM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0512/error-logs/5axm.log
https://www.rcsb.org/structure/5AXN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0512/error-logs/5axn.log
https://www.rcsb.org/structure/5AXU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0512/error-logs/5axu.log
https://www.rcsb.org/structure/5AXV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0512/error-logs/5axv.log
https://www.rcsb.org/structure/5B2O
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0513/error-logs/5b2o.log
https://www.rcsb.org/structure/5B2Q
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0513/error-logs/5b2q.log
https://www.rcsb.org/structure/5B47
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0513/error-logs/5b47.log
https://www.rcsb.org/structure/5BMV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0514/error-logs/5bmv.log
https://www.rcsb.org/structure/5BO7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0514/error-logs/5bo7.log
https://www.rcsb.org/structure/5BXU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.aa_difference.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0516/error-logs/5bxu.log
https://www.rcsb.org/structure/5C1T
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0516/error-logs/5c1t.log
https://www.rcsb.org/structure/5C52
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0517/error-logs/5c52.log
https://www.rcsb.org/structure/5C53
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0517/error-logs/5c53.log
https://www.rcsb.org/structure/5C55
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0517/error-logs/5c55.log
https://www.rcsb.org/structure/5C8Y
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0517/error-logs/5c8y.log
https://www.rcsb.org/structure/5CA0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0517/error-logs/5ca0.log
https://www.rcsb.org/structure/5CA1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0517/error-logs/5ca1.log
https://www.rcsb.org/structure/5CB4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0518/error-logs/5cb4.log
https://www.rcsb.org/structure/5CJP
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0519/error-logs/5cjp.log
https://www.rcsb.org/structure/5CK3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0519/error-logs/5ck3.log
https://www.rcsb.org/structure/5CM6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0519/error-logs/5cm6.log
https://www.rcsb.org/structure/5CR2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0520/error-logs/5cr2.log
https://www.rcsb.org/structure/5CRA
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0520/error-logs/5cra.log
https://www.rcsb.org/structure/5D0E
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0521/error-logs/5d0e.log
https://www.rcsb.org/structure/5D0G
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0521/error-logs/5d0g.log
https://www.rcsb.org/structure/5D4C
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0522/error-logs/5d4c.log
https://www.rcsb.org/structure/5D4D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0522/error-logs/5d4d.log
https://www.rcsb.org/structure/5DA5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0523/error-logs/5da5.log
https://www.rcsb.org/structure/5DCV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0523/error-logs/5dcv.log
https://www.rcsb.org/structure/5DIS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0524/error-logs/5dis.log
https://www.rcsb.org/structure/5DLO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0525/error-logs/5dlo.log
https://www.rcsb.org/structure/5DLQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0525/error-logs/5dlq.log
https://www.rcsb.org/structure/5DX9
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.missing_disulfide_partner.html

could be found in E35DX93]

PDB 5E41 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ5E41R3

PDB 5E6M was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F35E6ME]

PDB 5EBU was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in EI5EBUER

PDB 5EBW was passing test before but now failed with Bfill_missing_atomsR3 error! Its run-log could be
found in GI5EBWE

PDB 5EE5 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in BZ5EESH

PDB 5EEQ was passing test before but now failed with E8prepro_cyclic_pepgd error! Its run-log could be
found in BI5EEQERY

PDB 5EFC was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in EI5EFCEY

PDB 5EIB was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ5EIBE3

PDB 5EIN was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in FI5EINZE

PDB 5EOM was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §I5EOMEg

PDB 5EV1 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in BZ5EV1EY

PDB 5EV2 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §I5EV 2

PDB 5EV3 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in B35EV3E]

PDB 5EV4 was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in BZ5EV4E8

PDB 5EWE was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in EZ5EWEZE

PDB 5EWF was passing test before but now failed with gdunrecognized_residueBg error! Its run-log could
be found in F35EWFEY

PDB 5EXY was passing test before but now failed with fdunrecognized residuefd error! Its run-log could
be found in EZ5EXYE]

PDB 5EXZ was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in BZ5EXZEY

PDB 5EY0 was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in F35EYO0FY

PDB 5EY1 was passing test before but now failed with gunrecognized_residuefl error! Its run-log could
be found in FI5EY 15}

PDB 5EYP was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in BZ5EYPEE

PDB 5EZ5 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §35EZ5E]

PDB 5EZY was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in BI5EZYEY

PDB 5F0Q was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in

PDB 5F0S was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §35F0SE]

PDB 5F8l1 was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in §35F8IEY

PDB 5F9H was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in EZ5F9HEY

PDB 5F9R was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in BZ5F9REY

PDB 5FHO was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35FHOZ

PDB 5FH1 was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EZ5FH1EY

PDB 5FH2 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in BZ5FH23

PDB 5FH3 was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §35FH338

PDB 5FH4 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35FH458

PDB 5FJC was passing test before but now failed with §8unrecognized_residuegf error! Its run-log could

be found in B35F]CE3



file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0526/error-logs/5dx9.log
https://www.rcsb.org/structure/5E41
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0527/error-logs/5e41.log
https://www.rcsb.org/structure/5E6M
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0528/error-logs/5e6m.log
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be found in §35HP 15}

PDB 5HP8 was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html

PDB 51DO was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BZ51DORY

PDB 511l was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could be
found in §45111E3

PDB 5l1] was passing test before but now failed with g8unrecognized_residueg error! Its run-log could be
found in §4511JE8

PDB 5110 was passing test before but now failed with g8unknown@g error! Its run-log could be found in
B451108Y

PDB 51J0 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ51) 0B8

PDB 51]9 was passing test before but now failed with f8unrecognized_residuegl error! Its run-log could
be found in (251938

PDB 5IPL was passing test before but now failed with gdunrecognized residuefg error! Its run-log could
be found in 25IPLEY

PDB 5IPM was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in BZ51PME8

PDB 51PN was passing test before but now failed with f8unrecognized_residueif error! Its run-log could
be found in §35IPN38

PDB 5ITZ was passing test before but now failed with Bunrecognized_residueig error! Its run-log could
be found in §35ITZEY

PDB 51U5 was passing test before but now failed with §funrecognized_residuefd error! Its run-log could
be found in Z51U5E8

PDB 51YZ was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §351YZFY

PDB 5J2T was passing test before but now failed with fEunrecognized_residuefd error! Its run-log could
be found in §35]2TE8

PDB 5J2U was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in B25]2 U3

PDB 5)5C was passing test before but now failed with Bdunrecognized_residuefg error! Its run-log could
be found in §35]5CEY

PDB 5]B2 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §35]B2¢

PDB 5]BG was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in §35)BGEY

PDB 5]CB was passing test before but now failed with §3unrecognized_residuefg error! Its run-log could
be found in §Z5)CBRY

PDB 5JCO was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §35]COZ

PDB 5]H7 was passing test before but now failed with funrecognized_residuefd error! Its run-log could
be found in 35]H7EY

PDB 5]JQG was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in

PDB 5]VD was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §35]VDzg

PDB 5K2M was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §35K2ME]

PDB 5K3E was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in B85K3ERS

PDB 5K7X was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in §35K7 X8

PDB 5KAL was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in F35KALZY

PDB 5KMG was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in EZ5KMGE

PDB 5KS8 was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in B85KS838

PDB 5KVY was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35KVYE]

PDB 5KW1 was passing test before but now failed with B8unrecognized residuefg error! Its run-log could
be found in EZ5KW1E]

PDB 5KW6 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in BZ5KW 63

PDB 5KX5 was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §35KX5E8

PDB 5L2X was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in F35L2XEY

PDB 5L8H was passing test before but now failed with Bifill_missing_atomsBd error! Its run-log could be
found in §E5L8HE
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https://www.rcsb.org/structure/5IIJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0549/error-logs/5iij.log
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PDB 5LA6 was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in EZ5LAGE]

PDB 5LEF was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in F35LEFES

PDB 5LJ5 was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in B25L|583

PDB 5LLX was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ5LLXEY

PDB 5LOV was passing test before but now failed with gunrecognized_residuelg error! Its run-log could
be found in §35LOVEE

PDB 5LP6 was passing test before but now failed with Bdunrecognized residuef error! Its run-log could
be found in EZ5LP6EY

PDB 5LU4 was passing test before but now failed with g2fill_missing_atomsBg error! Its run-log could be
found in §35LU4R3

PDB 5LW] was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in EI5LW

PDB 5LXS was passing test before but now failed with gunrecognized_residuefl error! Its run-log could
be found in F35LXSEY

PDB 5LXT was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in

PDB 5LY] was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ5LYJF8

PDB 5M3C was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
be found in 35M3CEY

PDB 5M4W was passing test before but now failed with f8unrecognized_residueig error! Its run-log
could be found in Bg5M4WEj

PDB 5M50 was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in §35M50z]

PDB 5M54 was passing test before but now failed with Bdunrecognized_residuegd error! Its run-log could
be found in F35M54E]

PDB 5M5C was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in EZ5M5CEj

PDB 5M51 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in BI5M5I88

PDB 5M5L was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35M5LE]

PDB 5M5M was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in E35M5MEg

PDB 5M5N was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §35M5NEY

PDB 5M50 was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §35M5038

PDB 5M73 was passing test before but now failed with Bdunrecognized_residuefd error! Its run-log could
be found in §35M7 3¢

PDB 5M7E was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B25M7ER

PDB 5M7G was passing test before but now failed with §funrecognized_residuefd error! Its run-log could
be found in §35M7Gzg

PDB 5M8D was passing test before but now failed with f8unrecognized_residued error! Its run-log could
be found in 35M8D38

PDB 5M8G was passing test before but now failed with §funrecognized_residuefd error! Its run-log could
be found in B25M8GEY

PDB 5MCV was passing test before but now failed with B8unrecognized_residuelg error! Its run-log could
be found in 35MCVE]

PDB 5MCW was passing test before but now failed with f8unrecognized_residuef8 error! Its run-log
could be found in E85MCWEE

PDB 5MF4 was passing test before but now failed with g8unrecognized residueld error! Its run-log could
be found in EZ5MF4EY

PDB 5MIO was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in g45MIOR]

PDB 5MJS was passing test before but now failed with gunrecognized_residueg error! Its run-log could
be found in §35M)SE4

PDB 5MM4 was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in 35MM45g

PDB 5MM7 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in fg5MM78Y

PDB 5MN5 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in EZ5MN5EE

PDB 5MN7 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
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https://www.rcsb.org/structure/5LWJ
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0569/error-logs/5m5c.log
https://www.rcsb.org/structure/5M5I
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https://www.rcsb.org/structure/5M5L
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be found in EI5MN 738

PDB 5MN8 was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in EZ5MN8EE

PDB 5MPS was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §35MPSE}

PDB 5MQO0 was passing test before but now failed with f8unrecognized_residuef8 error! Its run-log could
be found in §35MQO38

PDB 5MQW was passing test before but now failed with B8unrecognized_residuefd error! Its run-log
could be found in EE5MQWES

PDB 5MUE was passing test before but now failed with B2fill_missing_atomsgg error! Its run-log could be
found in BI5MUERS

PDB 5MUG was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in EI5MUGE

PDB 5N5N was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in EZ5N5NE]

PDB 5ND2 was passing test before but now failed with B8unrecognized_residuelg error! Its run-log could
be found in BZ5ND2Eg

PDB 5ND3 was passing test before but now failed with f8unrecognized_residueig error! Its run-log could
be found in §I5ND3¢]

PDB 5ND4 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §I5ND4E]

PDB 5ND7 was passing test before but now failed with B€unrecognized_residuelg error! Its run-log could
be found in BZ5ND 7R

PDB 5NFV was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EI5NFVEY

PDB 5NFZ was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
be found in EI5NFZE]

PDB 5NG1 was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in B25NG1E8

PDB 5NJH was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in EZ5NJHE]

PDB 5NKL was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in F35NKLEE

PDB 5NM5 was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EZ5NM5E]

PDB 5NQT was passing test before but now failed with f€unrecognized_residueBf error! Its run-log could
be found in

PDB 5NQU was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in EI5NQUZE

PDB 507A was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in f3507A&

PDB 507T was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in B2507TE3

PDB 50AM was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §350AMZ}

PDB 50CU was passing test before but now failed with fgunrecognized_residuegd error! Its run-log could
be found in 350CUEY

PDB 50GC was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in B250GCRE

PDB 50PD was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §350PDE]

PDB 50SK was passing test before but now failed with f8unrecognized_residue8 error! Its run-log could
be found in §350SKE8

PDB 50V7 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in E350V7EY

PDB 50X] was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in BZ50X]z3

PDB 554D was passing test before but now failed with g8unknown@g error! Its run-log could be found in
B35S4DF

PDB 554L was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in EZ5S4LE]

PDB 554M was passing test before but now failed with Bdunrecognized_residueg error! Its run-log could
be found in B2554 Mg

PDB 554N was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E35S4NE]

PDB 5540 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §35540E]

PDB 554P was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could

be found in 33554P3Y
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PDB 554Q was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in 3554 Q8

PDB 5S4R was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35S4RE

PDB 554S was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in B2554SE3

PDB 554T was passing test before but now failed with g8unrecognized_residuefj error! Its run-log could
be found in §35S4T&Y

PDB 554U was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in §35S4UR4

PDB 554V was passing test before but now failed with g8unrecognized residueBg error! Its run-log could
be found in (2554 V&Y

PDB 554W was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in 5S4 W3Q

PDB 554X was passing test before but now failed with §8unrecognized_residueig error! Its run-log could
be found in §35S4Xz8

PDB 554Y was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in F3554 Y&y

PDB 5547 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §355478%

PDB 5550 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in E45S50E]

PDB 5551 was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in E35S51R

PDB 5552 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in BZ5S52F3

PDB 5553 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in E45S53¢]

PDB 5554 was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in E35554E

PDB 5555 was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in EZ5S55F8

PDB 5556 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in 4555683

PDB 5557 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in E35S57E

PDB 5558 was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in EZ55S58E

PDB 5559 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in 555983

PDB 5S5A was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §35S5AE8

PDB 5S5B was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35S5BE]

PDB 555C was passing test before but now failed with §8unrecognized_residuegf error! Its run-log could
be found in BZ5S5CHY

PDB 555D was passing test before but now failed with f€unrecognized_residueif error! Its run-log could
be found in §35S5DEY

PDB 5S5E was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
be found in EI5S5ERY

PDB 5S5F was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in BZ5S5FE8

PDB 555G was passing test before but now failed with B€unrecognized_residueRg error! Its run-log could
be found in §35S5GEY

PDB 5S5H was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in E35S5HEY

PDB 5551 was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in EZ5S5I53

PDB 555] was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in §45S5)38

PDB 555K was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in E35S5KE]

PDB 5S55L was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in §35S5LE]

PDB 555M was passing test before but now failed with Bdunrecognized_residueg error! Its run-log could
be found in §g5S5MEzg

PDB 555N was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E35S5NE]

PDB 5550 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
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PDB 5SYE was passing test before but now failed with §8unrecognized_residueff error! Its run-log could
be found in F35SYEZY
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be found in §35SYFEY
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found in BI5TVFE
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found in §45TVME]
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found in E5TVOERY
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found in BI5TWSEY
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be found in §35U03F4
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be found in §35U3C3g

PDB 5U3G was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in EZ5U3GE3

PDB 5U6R was passing test before but now failed with g8unrecognized_residueRf error! Its run-log could
be found in BI5U6REY

PDB 5ULW was passing test before but now failed with g8unrecognized_residuefs error! Its run-log could
be found in §35ULWEE

PDB 5ULX was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in EZ5ULXEY

PDB 5V97 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §35V978%

PDB 5V9F was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in F35VIFZ]

PDB 5V9G was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in F35VIGEY

PDB 5VE7 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in BZ5VE7E8

PDB 5VFB was passing test before but now failed with Béfill_missing_atomsEd error! Its run-log could be
found in §35VFBEY

PDB 5V0O8 was passing test before but now failed with qunrecognized_residueBg error! Its run-log could
be found in §35VO8EY

PDB 5VPI was passing test before but now failed with gunrecognized_residuefj error! Its run-log could
be found in EZ5VPIE3

PDB 5VQ2 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §35VQ2F3

PDB 5VZ8 was passing test before but now failed with Bdunrecognized_residueBf error! Its run-log could
be found in F35VZ8E4

PDB 5VZB was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EZ5VZBE8

PDB 5VZE was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §I5VZER]

PDB 5VZH was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in §35VZHEY

PDB 5VZL was passing test before but now failed with fdunrecognized_residued error! Its run-log could
be found in F45VZLE]

PDB 5W00 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in E45WO0OR3

PDB 5W1Z was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §35W1ZF3

PDB 5W20 was passing test before but now failed with g8unrecognized_residueld error! Its run-log could
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be found in E35W2038

PDB 5W3F was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in BA5W3FRY

PDB 5W3H was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in EZ5W3HE

PDB 5W3] was passing test before but now failed with f8unrecognized_residuegd error! Its run-log could
be found in EI5W3Jz]

PDB 5W5R was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in E85W5REE

PDB 5W6K was passing test before but now failed with gfunrecognized_residueff error! Its run-log could
be found in BZ5W6KE

PDB 5WBF was passing test before but now failed with g2unknowni error! Its run-log could be found in
BI5SWBFRY

PDB 5WDG was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in E85WDGEE

PDB 5WM1 was passing test before but now failed with §8unrecognized_residueig error! Its run-log
could be found in BE5WM138

PDB 5WM8 was passing test before but now failed with §Junrecognized_residueig error! Its run-log
could be found in gZ5WM8E

PDB 5WMB was passing test before but now failed with Bdunrecognized_residuef error! Its run-log
could be found in B35WMBEg

PDB 5WSG was passing test before but now failed with qunrecognized_residuef error! Its run-log could
be found in BA5WSGRHY

PDB 5WU2 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in EI5WU238

PDB 5WU3 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in E35WU3Eg

PDB 5WZY was passing test before but now failed with funrecognized_residuef error! Its run-log could
be found in BE5WZYRY

PDB 5X0I was passing test before but now failed with Bifill_missing_atomsgg error! Its run-log could be
found in §35X0IZ8

PDB 5X6Z was passing test before but now failed with Bdunrecognized_residuegg error! Its run-log could
be found in F35X6ZF4

PDB 5XAF was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in EZ5XAFES

PDB 5XAG was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in BI5XAGE]

PDB 5XC5 was passing test before but now failed with 8unrecognized_residuefd error! Its run-log could
be found in §35XC5E]

PDB 5XEQ was passing test before but now failed with gunrecognized residuefg error! Its run-log could
be found in §I5XE0QE]

PDB 5XGD was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 5 XGDE

PDB 5XHC was passing test before but now failed with Bdunrecognized_residueg error! Its run-log could
be found in F35XHCE]

PDB 5XI5 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §35XI5E3

PDB 5X17 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ5XI7E3

PDB 5XIW was passing test before but now failed with §8unrecognized_residuegf error! Its run-log could
be found in §35XIWEE

PDB 5XKE was passing test before but now failed with f8unrecognized_residuefg error! Its run-log could
be found in F35XKEZE

PDB 5XKF was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in Eg5XKFE]

PDB 5XKG was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §35XKGES

PDB 5XKH was passing test before but now failed with dunrecognized_residueig error! Its run-log could
be found in F35XKHEY

PDB 5XLT was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E35XLTEY

PDB 5XLZ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BI5XLZEY

PDB 5X0O] was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §35X0JE

PDB 5XOX was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in E35XOXE]

PDB 5XP3 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ5XP3E]
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
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PDB 5XR2 was passing test before but now failed with fgunknownig error! Its run-log could be found in
B35 XR2EY

PDB 5XR7 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in EI5XR7EY

PDB 5XTM was passing test before but now failed with B€unrecognized_residuefg error! Its run-log could
be found in BZ5XTME]

PDB 5XXT was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §35XXTE8

PDB 5XXV was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in FI5XXVEY

PDB 5XXW was passing test before but now failed with g8unrecognized residueBg error! Its run-log could
be found in B35 XXWES

PDB 5XXX was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in §35XXX38

PDB 5Y7M was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §35Y7MEg4

PDB 5Y88 was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in F35Y88EY

PDB 5YL2 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BI5YL2R3

PDB 5YL4 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E45YLA4E]

PDB 5YLE was passing test before but now failed with g2fill_missing_atomsBg error! Its run-log could be
found in §I5YLERE

PDB 5YLJ] was passing test before but now failed with §8unrecognized_residuegf error! Its run-log could
be found in BZ5YLJRY

PDB 5YLS was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ5YLSEY

PDB 5YLZ was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §35YLZE8

PDB 5YRO was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in E35YRORY

PDB 5YST was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in

PDB 5YSU was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §35YSUEE

PDB 5YTB was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in EZ5YTBEY

PDB 5YTC was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in BI5YTC3Y

PDB 5YTD was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in F35YTD#Y

PDB 5YTE was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in B35YTER]

PDB 5YTF was passing test before but now failed with Bdunrecognized_residuefd error! Its run-log could
be found in BI5YTFRY

PDB 5YTG was passing test before but now failed with f8unrecognized_residue error! Its run-log could
be found in F35YTGEY

PDB 5YTH was passing test before but now failed with unrecognized_residuefg error! Its run-log could
be found in §35YTHES

PDB 5YU6 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in BZ5YU6RE

PDB 5YWU was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F35YWUEY

PDB 5YWYV was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in §35YWVig

PDB 5YZ3 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in EZ5YZ3E]

PDB 57209 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in §35Z098%

PDB 5Z2M was passing test before but now failed with g8unrecognized_residue8 error! Its run-log could
be found in 3522 Mg8

PDB 5Z3N was passing test before but now failed with gdunrecognized residuefg error! Its run-log could
be found in §35Z3Nzg

PDB 5Z4M was passing test before but now failed with g3unrecognized_residueff error! Its run-log could
be found in §35Z4Mg&3

PDB 5Z4P was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in E45Z4Pg]

PDB 5Z4U was passing test before but now failed with f8unrecognized_residuef8 error! Its run-log could



https://www.rcsb.org/structure/5XR2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0630/5xr2.log
https://www.rcsb.org/structure/5XR7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
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be found in §35Z24 Uz

PDB 5758 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B25Z5838

PDB 5ZPU was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in F35ZPUEY

PDB 5ZTM was passing test before but now failed with E8unrecognized_residuefd error! Its run-log could
be found in §35ZTME]

PDB 5ZUE was passing test before but now failed with f€unrecognized_residuegf error! Its run-log could
be found in EZ5ZUER8

PDB 5ZWO was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in BZ5ZWORg

PDB 5ZXH was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in F35ZXHEY

PDB 6A24 was passing test before but now failed with g&fill_missing_atomsRj error! Its run-log could be
found in §86A24E]

PDB 6A38 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B26A3838

PDB 6A3A was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in F36A3AE

PDB 6A3B was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
be found in F236A3BEY

PDB 6A3C was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ6A3CEY

PDB 6A3E was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §36A3ER]

PDB 6A8P was passing test before but now failed with f8unrecognized_residuegd error! Its run-log could
be found in E26A8PE]

PDB 6AEH was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in EZ6AEHEY

PDB 6AGK was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in 36 AGKEY

PDB 6AHO was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §36AHOzZE

PDB 6AID was passing test before but now failed with B8unknowng error! Its run-log could be found in
B26AIDEY

PDB 6AJP was passing test before but now failed with gunrecognized_residuefl error! Its run-log could
be found in B26A]PY

PDB 6AK5 was passing test before but now failed with gunrecognized_residuelg error! Its run-log could
be found in F36AK5E8

PDB 6AK6 was passing test before but now failed with gunrecognized_residuefl error! Its run-log could
be found in FI6AK6ES

PDB 6AL9 was passing test before but now failed with 2fill_missing_atomsBg error! Its run-log could be
found in BI6AL9EY

PDB 6AMO was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26 AMOE]

PDB 6AN2 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in FI6AN238

PDB 6AN8 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in E26ANSE

PDB 6ANQ was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 36 ANQE]

PDB 6AQ4 was passing test before but now failed with g2fill_missing_atoms8 error! Its run-log could be
found in 86AQ438

PDB 6ARB was passing test before but now failed with B&fill_missing_atomsRj error! Its run-log could be
found in EZ6ARBE]

PDB 6ASW was passing test before but now failed with 8unrecognized_residuefl error! Its run-log could
be found in B26ASWEE

PDB 6AVM was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §I6AVMEg

PDB 6AVT was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in EZ6AVTEY

PDB 6B0OC was passing test before but now failed with fgunrecognized_residuefg error! Its run-log could
be found in E26B0CEY

PDB 6B0I was passing test before but now failed with fdunrecognized_residuef§ error! Its run-log could
be found in §26BOIE]

PDB 6BOL was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
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PDB 6BAZ was passing test before but now failed with Bunknowngg error! Its run-log could be found in
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PDB 6BBN was passing test before but now failed with Bdunrecognized_residuef error! Its run-log could
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PDB 6BQ8 was passing test before but now failed with fgunrecognized_residuegl error! Its run-log could
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be found in 26 BWQR]

PDB 6C27 was passing test before but now failed with §Junrecognized_residueff error! Its run-log could
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be found in F26CB3¢]
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be found in 26 CR4E]

PDB 6CR5 was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in B26CR5E]

PDB 6CR6 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26 CR6E]

PDB 6CR7 was passing test before but now failed with Bdunrecognized_residueg error! Its run-log could
be found in E26CR7E]

PDB 6CR8 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E26CR8EY

PDB 6CR9 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E26CR9EY

PDB 6CRC was passing test before but now failed with B€unrecognized_residuegd error! Its run-log could
be found in §36CRCEY

PDB 6CRI was passing test before but now failed with funrecognized_residuefq error! Its run-log could
be found in §26CRIEY

PDB 6CTIl was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in BZ6CTIR

PDB 6CT] was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §26CT]E4

PDB 6CTK was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in F36CTKEE

PDB 6CTL was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in B26CTLEE

PDB 6CTM was passing test before but now failed with §dunrecognized_residueif error! Its run-log could
be found in §36CTMEZg

PDB 6CTN was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in FI6CTNE]

PDB 6CTO was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in E26CTORY

PDB 6CTP was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in E26CTPZ]

PDB 6CTQ was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in F36CTQR

PDB 6CTR was passing test before but now failed with f8unrecognized residuef error! Its run-log could
be found in E36CTREY

PDB 6CTT was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in

PDB 6CTU was passing test before but now failed with B€unrecognized_residuefd error! Its run-log could
be found in §36CTUEY

PDB 6CTV was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in F36CTVEY

PDB 6CTW was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in B26CTWEY

PDB 6CTX was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in F36CTXE4

PDB 6CU1 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §36CU1E

PDB 6CVE was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ6CVER]

PDB 6CV] was passing test before but now failed with §3unrecognized_residuefg error! Its run-log could
be found in F26CVJ3

PDB 6CVN was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in 36 CVNE]

PDB 6CZB was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in (26CZBEY

PDB 6D4G was passing test before but now failed with §3unrecognized_residuelg error! Its run-log could
be found in E26D4GRY

PDB 6D71 was passing test before but now failed with B€unrecognized_residuefd error! Its run-log could
be found in §36D71(

PDB 6D83 was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in E26D83E8

PDB 6D84 was passing test before but now failed with f€unrecognized_residueBf error! Its run-log could
be found in E26D84E3

PDB 6D88 was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §26D88E

PDB 6D9M was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in f26D9M38

PDB 6DCB was passing test before but now failed with f8unrecognized_residuelg error! Its run-log could
be found in B26DCBEY



file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6cr4.log
https://www.rcsb.org/structure/6CR5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6cr5.log
https://www.rcsb.org/structure/6CR6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6cr6.log
https://www.rcsb.org/structure/6CR7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6cr7.log
https://www.rcsb.org/structure/6CR8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6cr8.log
https://www.rcsb.org/structure/6CR9
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6cr9.log
https://www.rcsb.org/structure/6CRC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6crc.log
https://www.rcsb.org/structure/6CRI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6cri.log
https://www.rcsb.org/structure/6CTI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6cti.log
https://www.rcsb.org/structure/6CTJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6ctj.log
https://www.rcsb.org/structure/6CTK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6ctk.log
https://www.rcsb.org/structure/6CTL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6ctl.log
https://www.rcsb.org/structure/6CTM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6ctm.log
https://www.rcsb.org/structure/6CTN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6ctn.log
https://www.rcsb.org/structure/6CTO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6cto.log
https://www.rcsb.org/structure/6CTP
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6ctp.log
https://www.rcsb.org/structure/6CTQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6ctq.log
https://www.rcsb.org/structure/6CTR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6ctr.log
https://www.rcsb.org/structure/6CTT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6ctt.log
https://www.rcsb.org/structure/6CTU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6ctu.log
https://www.rcsb.org/structure/6CTV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6ctv.log
https://www.rcsb.org/structure/6CTW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6ctw.log
https://www.rcsb.org/structure/6CTX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6ctx.log
https://www.rcsb.org/structure/6CU1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6cu1.log
https://www.rcsb.org/structure/6CVE
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6cve.log
https://www.rcsb.org/structure/6CVJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6cvj.log
https://www.rcsb.org/structure/6CVN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0656/error-logs/6cvn.log
https://www.rcsb.org/structure/6CZB
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0657/error-logs/6czb.log
https://www.rcsb.org/structure/6D4G
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0658/error-logs/6d4g.log
https://www.rcsb.org/structure/6D71
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0658/error-logs/6d71.log
https://www.rcsb.org/structure/6D83
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0658/error-logs/6d83.log
https://www.rcsb.org/structure/6D84
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0658/error-logs/6d84.log
https://www.rcsb.org/structure/6D88
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0658/error-logs/6d88.log
https://www.rcsb.org/structure/6D9M
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0659/error-logs/6d9m.log
https://www.rcsb.org/structure/6DCB
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0659/error-logs/6dcb.log

PDB 6DDE was passing test before but now failed with B3fill_missing_atomsR§ error! Its run-log could be
found in §36DDERY

PDB 6DDF was passing test before but now failed with Bfill_missing_atomsig error! Its run-log could be
found in §86DDFZY

PDB 6DFC was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in B26DFCEY

PDB 6DFF was passing test before but now failed with B8unrecognized_residuegf error! Its run-log could
be found in 26 DFFEY

PDB 6DHD was passing test before but now failed with f8unrecognized_residuefg error! Its run-log could
be found in §236DHDE8

PDB 6DHM was passing test before but now failed with g8unrecognized_residuefl error! Its run-log could
be found in 26 DHMEY

PDB 6DHN was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in fI6DHNEY

PDB 6DHQ was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in 26DHQ

PDB 6DLQ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F26DLQEY

PDB 6DLS was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in 26 DLSEY

PDB 6DLT was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26 DLTEY

PDB 6DMC was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in 26DMCE]

PDB 6DMD was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in E26DMDEZ}

PDB 6DME was passing test before but now failed with §8unrecognized_residueff error! Its run-log could
be found in 26 DMEZ8

PDB 6DNR was passing test before but now failed with B8unrecognized_residuegd error! Its run-log could
be found in 26DNREY

PDB 6DPU was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E26DPURY

PDB 6DPV was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in 26 DPVEY

PDB 6DPW was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in 26 DPWEg

PDB 6DTA was passing test before but now failed with funrecognized_residuef error! Its run-log could
be found in 26D TARY

PDB 6DW3 was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in 6 DW3F3

PDB 6DW4 was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §36DW458

PDB 6DWS5 was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in §26DW5E

PDB 6DW7 was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in B26DW7RY

PDB 6DWD was passing test before but now failed with f8unrecognized_residuefd error! Its run-log
could be found in 336DWDEZg

PDB 6DW] was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §26DW|E]

PDB 6DWK was passing test before but now failed with fgunrecognized_residuef error! Its run-log could
be found in E26DWKRES

PDB 6E04 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in E26E04E]

PDB 6EQ5 was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in E26EQ5E]

PDB 6EQ06 was passing test before but now failed with f2unrecognized _residuef error! Its run-log could
be found in EZ6E06EY

PDB 6EON was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EI6EONRE

PDB 6E7B was passing test before but now failed with §8unrecognized_residued error! Its run-log could
be found in §36E7BE8

PDB 6E7C was passing test before but now failed with g8unrecognized residueg error! Its run-log could
be found in B36E7C38

PDB 6E88 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in 6 E88E3

PDB 6EG5 was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in FI6EG5E]

PDB 6EVW was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
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be found in BI6EVWEY

PDB 6EVX was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in BZ6EVXEY

PDB 6EVY was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EI6EVYE]

PDB 6EVZ was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in F26EVZEY

PDB 6EWO0 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in EZ6EWOES

PDB 6EWZ was passing test before but now failed with 8unrecognized_residuefl error! Its run-log could
be found in BI6 EWZEE

PDB 6EXN was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in BI6EXNEE

PDB 6F7C was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in E46F7CRY

PDB 6FF4 was passing test before but now failed with f8unrecognized_residueg error! Its run-log could
be found in 26 FF4Z

PDB 6FF7 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in F36FF7Z3

PDB 6FF8 was passing test before but now failed with unrecognized_residuefg error! Its run-log could
be found in F36FF8EY

PDB 6FIl was passing test before but now failed with §unrecognized_residuefj error! Its run-log could
be found in BZ6FIIEY

PDB 6FJF was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in E26F]FE8

PDB 6FJM was passing test before but now failed with Bdunrecognized_residuegd error! Its run-log could
be found in 26F]ME]

PDB 6FK] was passing test before but now failed with ffunrecognized_residuefg error! Its run-log could
be found in B26FKJE3

PDB 6FKL was passing test before but now failed with §8unrecognized_residueg error! Its run-log could
be found in F36FKLZY

PDB 6FM1 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §36FM158

PDB 6FWK was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ6FWKEY

PDB 6FXE was passing test before but now failed with f8unknown@g error! Its run-log could be found in
286 FXERS

PDB 6GOA was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in 36 GOAZY

PDB 6G2Q was passing test before but now failed with funrecognized_residuef error! Its run-log could
be found in §36G2QY

PDB 6G9W was passing test before but now failed with f8unrecognized_residuefl error! Its run-log could
be found in BI6GOWEY

PDB 6GF3 was passing test before but now failed with §unrecognized_residueff error! Its run-log could
be found in F36GF3§3

PDB 6GJ4 was passing test before but now failed with f2unrecognized_residuegl error! Its run-log could
be found in §26G)4E3

PDB 6GMB was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in B6GMBEE

PDB 6GVM was passing test before but now failed with fgunrecognized_residuef error! Its run-log could
be found in §36GVME]

PDB 6GVN was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in F36GVNZE

PDB 6GWC was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in E36GWCE3

PDB 6GWD was passing test before but now failed with fgunrecognized_residuefd error! Its run-log
could be found in BE6GWDE3

PDB 6GX7 was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in f36GX753

PDB 6GZE was passing test before but now failed with funrecognized_residuef error! Its run-log could
be found in F36GZERY

PDB 6H1V was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in B26H1V33

PDB 6H2S was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in E86H2SE3

PDB 6H9B was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §26H9 B3

PDB 6HDU was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in EZ6HDUZY
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PDB 6HX8 was passing test before but now failed with §3unrecognized_residueif error! Its run-log could
be found in §36HX838

PDB 6HXU was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in FI6HXUE]

PDB 6100 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 2610083

PDB 6121 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in (2612158

PDB 615C was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in §2615CE]

PDB 6I8A was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in 2618AE]

PDB 6lA7 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E461A7R3

PDB 6IAE was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26IAER]

PDB 6lAN was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in §26I1ANE]

PDB 6lAO was passing test before but now failed with g&bad_patch@g error! Its run-log could be found in
2461A0R

PDB 6ICZ was passing test before but now failed with §unrecognized_residuefg error! Its run-log could
be found in §261CZZ3

PDB 61D0 was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in §26ID0EY

PDB 6ID1 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in BZ61D 1R

PDB 61F2 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E261F2F

PDB 6IF3 was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in §26IF3E]

PDB 61G2 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in 261G2F3

PDB 6116 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in (2611638

PDB 6IKZ was passing test before but now failed with B€unrecognized_residuef error! Its run-log could
be found in §361KZ38

PDB 6IW7 was passing test before but now failed with B8unrecognized _residuefd error! Its run-log could
be found in E261W 773

PDB 61YB was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §261YBE3

PDB 6)5X was passing test before but now failed with E2fill_missing_atomsgg error! Its run-log could be
found in §36)5XE8

PDB 6J5Y was passing test before but now failed with Béfill_missing_atomsgd error! Its run-log could be
found in §36)5YEY

PDB 6)6G was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in 26)6GE

PDB 6)6H was passing test before but now failed with gunrecognized_residuefg error! Its run-log could
be found in §26)6HEY

PDB 6J6N was passing test before but now failed with gunrecognized_residues error! Its run-log could
be found in §26]6NZ3

PDB 6)6Q was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in £26)6Qz3

PDB 6]72 was passing test before but now failed with §3unrecognized_residueig error! Its run-log could
be found in (26)72F3

PDB 6J9U was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in §36]9Uz8

PDB 6]C] was passing test before but now failed with Bdunrecognized residuefd error! Its run-log could
be found in £26)CJE3

PDB 6JED was passing test before but now failed with B2fill_missing_atomsgg error! Its run-log could be
found in §46]EDE

PDB 6J12 was passing test before but now failed with f8unrecognized_residuegl error! Its run-log could
be found in §26]1238

PDB 6]MG was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in §26|MGE]

PDB 6]P5 was passing test before but now failed with Béfill_missing_atomsEg error! Its run-log could be
found in g86]P5kY
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PDB 6]PB was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in g26]PBE3

PDB 6]VW was passing test before but now failed with g3fill_missing_atomsg8 error! Its run-log could be
found in §36]VWES

PDB 6K1L was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in E26K1LEY

PDB 6K1M was passing test before but now failed with BEfill_missing_atomsEd error! Its run-log could be
found in E26K1MEg3

PDB 6K32 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B26K32F3

PDB 6K3] was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in 26K3]F3

PDB 6K3K was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in FI6K3KE]

PDB 6K9V was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in EZ6K9VEY
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PDB 6KNJ was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in f26KN

PDB 6KNZ was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in BZ6KNZEY

PDB 6KPP was passing test before but now failed with §8unrecognized_residuegf error! Its run-log could
be found in §36KPP38

PDB 6KQD was passing test before but now failed with f2unrecognized_residuegd error! Its run-log could
be found in §36KQDEY

PDB 6KQL was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in E26KQLEY

PDB 6KQM was passing test before but now failed with 8unrecognized_residuell error! Its run-log could
be found in §36KQMZY

PDB 6KQN was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in §36KQNEE

PDB 6KSF was passing test before but now failed with §8bad_patchgg error! Its run-log could be found in
BA6KSFEY

PDB 6KWR was passing test before but now failed with gunrecognized_residuel error! Its run-log could
be found in B26KWREY

PDB 6L06 was passing test before but now failed with Bfill_missing_atomsgd error! Its run-log could be
found in E26L06EE
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found in §26L07EY
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be found in F36L8KE]

PDB 6LAU was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
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PDB 6LPT was passing test before but now failed with gunknown@8 error! Its run-log could be found in
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PDB 6LQ9 was passing test before but now failed with g8unrecognized_residueff error! Its run-log could
be found in

PDB 6LS4 was passing test before but now failed with B8unrecognized_residuegd error! Its run-log could
be found in §36LS4E]

PDB 6LSM was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EZ6LSME8

PDB 6LSN was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
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be found in 26M60z]

PDB 6M6R was passing test before but now failed with gqunrecognized_residueBg error! Its run-log could
be found in 26M6REY

PDB 6M6S was passing test before but now failed with Bdunrecognized_residuefd error! Its run-log could
be found in B26M6SE]
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PDB 6M6X was passing test before but now failed with §unrecognized_residuefg error! Its run-log could
be found in §36M6X38

PDB 6M73 was passing test before but now failed with Bunknowngd error! Its run-log could be found in
EaeM7 358

PDB 6M74 was passing test before but now failed with Bgunknowngg error! Its run-log could be found in
PDB 6MCB was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in 26 MCBEg

PDB 6MCC was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in 26MCC38

PDB 6MLQ was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in EZ6MLQEY

PDB 6MLR was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26 MLRE
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be found in 36 MNXE8
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be found in f26MP3F}

PDB 6MQ8 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in (26 MQ8EY

PDB 6MV8 was passing test before but now failed with g8unknown@g error! Its run-log could be found in
E16MV 838

PDB 6MWN was passing test before but now failed with Bdunrecognized_residueif error! Its run-log
could be found in BZ6MWNE]

PDB 6MZE was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in EZ6MZERY

PDB 6MZF was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26 MZFE]

PDB 6MZG was passing test before but now failed with B8unrecognized_residuegd error! Its run-log could
be found in 26MZGE4

PDB 6N2C was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in G26N2CE3

PDB 6N2V was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in I6N2VEY

PDB 6N47 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in E26N4 733

PDB 6N5K was passing test before but now failed with f€unrecognized residuefg error! Its run-log could
be found in EZ6N5KE]

PDB 6N5N was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BI6N5NEE

PDB 6N50 was passing test before but now failed with §dunrecognized_residueif error! Its run-log could
be found in §36N50z8

PDB 6N5P was passing test before but now failed with qunrecognized_residueig error! Its run-log could
be found in F36N5PEY

PDB 6N5Q was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in B26N5QR8

PDB 6N5S was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E26N5SE]

PDB 6N5T was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in F36N5TEY

PDB 6N63 was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in E26N63E8

PDB 6N7W was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in E26N 7 W38

PDB 6N9U was passing test before but now failed with Bgunrecognized_residuef error! Its run-log could
be found in E26N9UEY

PDB 6N9V was passing test before but now failed with gdunrecognized residueff error! Its run-log could
be found in EZ6N9VEY

PDB 6N9W was passing test before but now failed with §8unrecognized_residueff error! Its run-log could
be found in BI6N9W3Y

PDB 6N9X was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in FI6N9XEE

PDB 6NFP was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in E6NFPZ3

PDB 6NKR was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in (26 NKRE3

PDB 6NKS was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in FI6NKSE]

PDB 6NKT was passing test before but now failed with Bgunrecognized_residuefd error! Its run-log could
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be found in FI6NKTE]

PDB 6NKU was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E26NKURY

PDB 6NKV was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in F36NKVEY

PDB 6NKW was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in EI6NKWE]

PDB 6NKX was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in E26NKXEY

PDB 6NKY was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in BEZ6NKYEY

PDB 6NKZ was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in F36NKZFY

PDB 6NLO was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in §I6NLOE]

PDB 6NNG was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in B6NNGEE

PDB 602Q was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §3602QF4

PDB 602R was passing test before but now failed with Bdunrecognized_residuef error! Its run-log could
be found in f2602RE]

PDB 605M was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in E2605MRY

PDB 605N was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §3605Nz8

PDB 6061 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in f36061(]

PDB 606E was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in B2606ERA

PDB 60GZ was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in f260GZ38

PDB 60IX was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §2601XEY

PDB 60JQ was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in E360]QF8

PDB 60VI was passing test before but now failed with B&fill_missing_atomsEg error! Its run-log could be
found in E260VIY

PDB 60VR was passing test before but now failed with E8unrecognized_residuef error! Its run-log could
be found in f260VRE]

PDB 60VY was passing test before but now failed with gdunrecognized residuefg error! Its run-log could
be found in §260VYE]

PDB 60W3 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in E260W3g3

PDB 60Y5 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §360Y5E8

PDB 60Y6 was passing test before but now failed with gunrecognized_residueg error! Its run-log could
be found in §260Y6ES

PDB 60Y7 was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in BZ60Y 7R

PDB 60YY was passing test before but now failed with B&fill_missing_atomsE§ error! Its run-log could be
found in §360YYEY

PDB 6078 was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in §360Z8E]

PDB 60ZF was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in E260ZFE8

PDB 60ZH was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 260ZHE]

PDB 60ZI was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in f360ZI5Y

PDB 60Z] was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in E260ZJFY

PDB 60ZK was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in §60ZKEg

PDB 60ZL was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f260ZLEY

PDB 60ZM was passing test before but now failed with Bgunrecognized_residuefd error! Its run-log could
be found in f360ZME]

PDB 60ZN was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ60ZNE
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PDB 60Z0 was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in (26072038

PDB 60ZP was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §360ZP38

PDB 60ZQ was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in B260ZQE3

PDB 60ZR was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in §360ZRE8

PDB 60ZS was passing test before but now failed with fgunrecognized_residuegl error! Its run-log could
be found in f360ZSE4

PDB 6P02 was passing test before but now failed with §&fill_missing_atomsBd error! Its run-log could be
found in §36P02F3

PDB 6P1U was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in §26P1U3ZY

PDB 6P1Y was passing test before but now failed with g&fill_missing_atomsE§ error! Its run-log could be
found in E26P1YEY

PDB 6P2H was passing test before but now failed with unrecognized_residuef error! Its run-log could
be found in f26P2HEY

PDB 6P5A was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 26 P5AR]

PDB 6P71 was passing test before but now failed with §8unrecognized_residuefg error! Its run-log could
be found in §26P7 153

PDB 6PB4 was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in f26PB4E]

PDB 6PC4 was passing test before but now failed with fdunrecognized_residuefj error! Its run-log could
be found in B26PCA4E3

PDB 6PE2 was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §36PE2§8

PDB 6PK4 was passing test before but now failed with f8unrecognized_residuelg error! Its run-log could
be found in F36PKA4Z3

PDB 6PK7 was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in F26PK7FY

PDB 6PRV was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 6 PRVES

PDB 6PV3 was passing test before but now failed with B2prepro_cyclic_pepgd error! Its run-log could be
found in E26PV3E3

PDB 6PWY was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in EZ6PWYE

PDB 6Q2P was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in

PDB 60Q2Q was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §36Q2QF4

PDB 6Q4T was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in f26Q4TEY

PDB 6Q4U was passing test before but now failed with f€unrecognized_residuegf error! Its run-log could
be found in B26Q4UEg

PDB 6Q4V was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §36Q4VE]

PDB 6Q82 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §26Q82

PDB 6Q84 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in E26Q84&3

PDB 6QCV was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §36QCVzg

PDB 6QHW was passing test before but now failed with Bfill_missing_atomsgd error! Its run-log could be
found in §36QHWES

PDB 6QI0 was passing test before but now failed with B2fill_missing_atomsig error! Its run-log could be
found in g26QI0F3

PDB 6QI2 was passing test before but now failed with B2fill_missing_atomsig error! Its run-log could be
found in

PDB 6QI3 was passing test before but now failed with Bfill_missing_atomsig error! Its run-log could be
found in §26QI3F3

PDB 6QIB was passing test before but now failed with g8unrecognized_residuefl error! Its run-log could
be found in §26QIBEY

PDB 6QKT was passing test before but now failed with g3fill_missing_atomsg3 error! Its run-log could be
found in

PDB 6QKU was passing test before but now failed with Bfill_missing_atomsgg error! Its run-log could be
found in 36 QKUEY

PDB 6QKW was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
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found in 36 QKWES

PDB 6QMS was passing test before but now failed with unrecognized_residuef error! Its run-log could
be found in E26QMS38

PDB 6QQN was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §36QQNEZ]

PDB 6QTN was passing test before but now failed with E8unrecognized_residuef error! Its run-log could
be found in §I6QTNE]

PDB 6QUS was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in E26QUSER

PDB 6QUY was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in

PDB 6QVE was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in F36QVEZ

PDB 6QV] was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could

be found in §26QVJE3

PDB 6QXN was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EE6QXNE]

PDB 6REV was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E26REVEY

PDB 6RF2 was passing test before but now failed with B2unrecognized_residueBg error! Its run-log could

be found in E26RF2E]

PDB 6RF8 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could

be found in BZ6RF8E3

PDB 6RFD was passing test before but now failed with f€unrecognized_residueif error! Its run-log could
be found in §26RFDEY

PDB 6RH3 was passing test before but now failed with f8unrecognized_residueg error! Its run-log could
be found in §26RH3E8

PDB 6RIR was passing test before but now failed with gunrecognized_residuef error! Its run-log could

be found in EZ6RIREY

PDB 6RKY was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could

be found in E26RKYE]

PDB 6R0O2 was passing test before but now failed with fgbad_patch@f error! Its run-log could be found in
BI6RO288

PDB 6RXH was passing test before but now failed with E2fill_missing_atomsBg error! Its run-log could be

found in E26RXHEE

PDB 6RYK was passing test before but now failed with f8unrecognized_residuef error! Its run-log could

be found in B26RYKEY

PDB 6RZA was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §36RZAEE

PDB 6RZB was passing test before but now failed with gdunrecognized residuefg error! Its run-log could
be found in §26RZBE]

PDB 651M was passing test before but now failed with Bdunrecognized_residuefd error! Its run-log could
be found in B26S1 Mg

PDB 6S1N was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F36S1NEY

PDB 6510 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §36S10E]

PDB 6S5H was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in B26S5HE

PDB 6S6A was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in §36S6AE8

PDB 656D was passing test before but now failed with B€unrecognized_residuegd error! Its run-log could
be found in §36S6DE]

PDB 6S8K was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in F26S8KEY

PDB 6S8L was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could

be found in B26S8LEY

PDB 6S8M was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
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be found in FI6UAJE]

PDB 6UC2 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in B26UC238

PDB 6UDOQO was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §36UDQO38

PDB 6UDQ was passing test before but now failed with f8unrecognized_residuel8 error! Its run-log could
be found in §236UDQE8E

PDB 6UEU was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in 26 UEURY

PDB 6UFG was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in BZ6UFGRY

PDB 6UFH was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in §36UFHE]

PDB 6UG4 was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in 36UG4EY

PDB 6UIR was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B26UIREY

PDB 6UIS was passing test before but now failed with §funrecognized_residuefg error! Its run-log could
be found in F26UISEY

PDB 6UIT was passing test before but now failed with Bgunrecognized_residuel error! Its run-log could
be found in F26UITES

PDB 6U]X was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ6UJXE

PDB 6U]Y was passing test before but now failed with f8unrecognized_residuelg error! Its run-log could
be found in 26U] Y8

PDB 6UJZ was passing test before but now failed with fdunrecognized_residueg error! Its run-log could
be found in 26U ZE4

PDB 6UKO was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in E26UKOR3

PDB 6UNX was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in §I6UNXE]

PDB 6UOK was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §36UOKES

PDB 6UOL was passing test before but now failed with g8unrecognized residuegd error! Its run-log could
be found in Z6UOLRY

PDB 6UOM was passing test before but now failed with §funrecognized_residueff error! Its run-log could
be found in EZ6UOMEY

PDB 6UPA was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §36UPAZE

PDB 6UPQ was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in F26UPQEY

PDB 6UPR was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in 26 UPREY

PDB 6UR9 was passing test before but now failed with §dunrecognized_residuelg error! Its run-log could
be found in §36UR9EE

PDB 6VAT was passing test before but now failed with Béfill_missing_atomsgd error! Its run-log could be
found in G246 VATZS

PDB 6VBV was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in E26VBVEY

PDB 6VC7 was passing test before but now failed with §2fill_missing_atomsgg error! Its run-log could be
found in §36VC7Z3

PDB 6VCM was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §26VCME]

PDB 6VCP was passing test before but now failed with gunrecognized_residuefj error! Its run-log could
be found in f26VCPEY

PDB 6VCQ was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in §26VCQRY

PDB 6VCR was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §36VCRE8

PDB 6VMY was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in E26VMYES

PDB 6VPO was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in EZ6VPORY

PDB 6VPP was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in §26VPPZ}

PDB 6WOR was passing test before but now failed with g8bad_patch@g error! Its run-log could be found
in B36WORRE

PDB 6W13 was passing test before but now failed with gZbad_patch@g error! Its run-log could be found
in B26W13F3
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PDB 6WBR was passing test before but now failed with §8unrecognized_residuegf error! Its run-log could
be found in 26 WBRE

PDB 6WCO was passing test before but now failed with Bgunrecognized_residuegd error! Its run-log could
be found in §26WCOE]

PDB 6WCW was passing test before but now failed with g8unrecognized_residueig error! Its run-log
could be found in EZ6WCWEY

PDB 6WHE was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in 26 WHEZ8

PDB 6WSL was passing test before but now failed with gunrecognized_residueffd error! Its run-log could
be found in §36WSLEE

PDB 6WTL was passing test before but now failed with G8unrecognized residuegd error! Its run-log could
be found in 26 WTLES

PDB 6WUU was passing test before but now failed with Bifill_missing_atomsg error! Its run-log could be
found in F26WUURY

PDB 6WVL was passing test before but now failed with fdunrecognized_residuefj error! Its run-log could
be found in F26WVLEY

PDB 6WVM was passing test before but now failed with Bgunrecognized_residuefd error! Its run-log
could be found in 36 WVMEZg

PDB 6WVR was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in 6 WVREY

PDB 6WWE was passing test before but now failed with f8unrecognized_residuefd error! Its run-log
could be found in 36 WWEES

PDB 6WWEF was passing test before but now failed with f8unrecognized_residuef§ error! Its run-log
could be found in 36 WWEFE8

PDB 6WWG was passing test before but now failed with Bdunrecognized_residuefg error! Its run-log
could be found in EE6WWGES

PDB 6WWH was passing test before but now failed with B8unrecognized_residuef error! Its run-log
could be found in 36 WWHES

PDB 6WWI was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in E26WWIE8

PDB 6WW)] was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in E26WW]E8

PDB 6WWK was passing test before but now failed with f8unrecognized_residue8 error! Its run-log
could be found in BE6WWKRY

PDB 6WWL was passing test before but now failed with B8unrecognized_residuef error! Its run-log
could be found in 36 WWLEE

PDB 6WWM was passing test before but now failed with Bdunrecognized residuefd error! Its run-log
could be found in E26 WWME

PDB 6WWN was passing test before but now failed with B8unrecognized_residuefl error! Its run-log
could be found in BZ6WWNZ3

PDB 6WWO was passing test before but now failed with Edunrecognized_residuelg error! Its run-log
could be found in 36 WWOE8

PDB 6WWP was passing test before but now failed with f8unrecognized_residuef error! Its run-log
could be found in 86 WWPE]

PDB 6WWQ was passing test before but now failed with Bdunrecognized_residuel8 error! Its run-log
could be found in B6WWQZ

PDB 6WWR was passing test before but now failed with §8unrecognized_residueig error! Its run-log
could be found in 386 WWRZY

PDB 6WWS was passing test before but now failed with f8unrecognized_residuefl error! Its run-log
could be found in 36 WWSE]

PDB 6 WWT was passing test before but now failed with gunrecognized_residuef error! Its run-log
could be found in B26WWTRY

PDB 6WWU was passing test before but now failed with B8unrecognized_residuef error! Its run-log
could be found in 326 WWUES

PDB 6WWYV was passing test before but now failed with f8unrecognized_residuefd error! Its run-log
could be found in 86 WWVEY

PDB 6WX4 was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in g6 WX4BE

PDB 6X1C was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §¥6X1CRY

PDB 6X1E was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §36X1ER]

PDB 6X1F was passing test before but now failed with B8unrecognized _residuefl error! Its run-log could
be found in F36X1FEY

PDB 6XER was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 6 XERE]

PDB 6XES was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §I6XESE]

PDB 6XET was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
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be found in FI6XETEY

PDB 6XH8 was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in BZ6XH8EY

PDB 6XHS was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §36XHSEE

PDB 6XIB was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in 26 XIBEY

PDB 6XID was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in 26 XIDE]

PDB 6XIE was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ6XIER3

PDB 6XIF was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in 26 XIFEY

PDB 6XKN was passing test before but now failed with gunrecognized_residuefj error! Its run-log could
be found in F36XKNEY

PDB 6XKO was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in BZ6XKORY

PDB 6XL9 was passing test before but now failed with §8unrecognized_residuefl error! Its run-log could
be found in F36XL95Y

PDB 6XL] was passing test before but now failed with Bgunrecognized_residuefd error! Its run-log could
be found in 26 XLJ:8

PDB 6XLL was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B26XLLEY

PDB 6XLV was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in F26 XLVEY

PDB 6XLW was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in F26 XLWEY

PDB 6XLX was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ6XLXEY

PDB 6XTZ was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in §36XTZEY

PDB 6XU1 was passing test before but now failed with E8unrecognized_residuefd error! Its run-log could
be found in FI6XU1E]

PDB 6Y09 was passing test before but now failed with unrecognized_residuefj error! Its run-log could
be found in E26 Y09

PDB 6Y4M was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E26Y4 Mg}

PDB 6Y4N was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in F36Y4ANZE

PDB 6Y6D was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in (26 Y6DE]

PDB 6YD4 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ6YD4R3

PDB 6YD7 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26 YD7EY

PDB 6YMW was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §26YMWE]

PDB 6YPT was passing test before but now failed with B2fill_missing_atomsg error! Its run-log could be
found in

PDB 6Z6Y was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §36Z6YEY

PDB 6ZIZ was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in (2671783

PDB 6ZPI was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in E26ZPIEY

PDB 6ZWB was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in E26ZWBEg

PDB 6ZWC was passing test before but now failed with f8unrecognized_residue8 error! Its run-log could
be found in §46ZWCES

PDB 6ZYM was passing test before but now failed with fdunrecognized residuefd error! Its run-log could
be found in E26ZYME8

PDB 6ZYW was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in B26ZYWE8

PDB 6ZYX was passing test before but now failed with §unrecognized_residuefg error! Its run-log could
be found in F36ZYXEY

PDB 7A5M was passing test before but now failed with gunrecognized_residuef8 error! Its run-log could
be found in §37A5Mzg

PDB 7AAV was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ7AAVE]
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PDB 7ABI was passing test before but now failed with §funrecognized_residuefl error! Its run-log could
be found in §27ABIZ

PDB 7ACS5 was passing test before but now failed with qunrecognized_residueg error! Its run-log could
be found in §37AC5E3

PDB 7AGC was passing test before but now failed with B€unrecognized_residuefg error! Its run-log could
be found in B27AGCE

PDB 7AHX was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §37 AHXEY

PDB 7AID was passing test before but now failed with E8unrecognized_residuef error! Its run-log could
be found in §37AIDzg

PDB 7AIF was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in E27AIFEY

PDB 7AIG was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §¥7AIGzY

PDB 7All was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §37AlIZ4

PDB 7Al] was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §27Al

PDB 7AKU was passing test before but now failed with f€unrecognized_residueBg error! Its run-log could
be found in §47AKUE

PDB 7ALR was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in §37ALRE]

PDB 7AU5 was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §37AU5E]

PDB 7AUE was passing test before but now failed with f@missing_disulfide_partnerf8 error! Its run-log
could be found in B27AUERS

PDB 7B0G was passing test before but now failed with 8unrecognized_residuefq error! Its run-log could
be found in §37BOGH}

PDB 7B51 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §37B5158

PDB 7BES was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in f27BESE]

PDB 7BIX was passing test before but now failed with §funrecognized_residueff error! Its run-log could
be found in §47BIXEY

PDB 7BL7 was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §37BL7FY

PDB 7BM8 was passing test before but now failed with g8unrecognized_residuefl error! Its run-log could
be found in 27BM8E3

PDB 7BU] was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §Z7BUJR

PDB 7BVD was passing test before but now failed with E2fill_missing_atomsEg error! Its run-log could be
found in §47BVDEY

PDB 7C71 was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in §37C7IE3

PDB 7C7] was passing test before but now failed with Bdunrecognized_residueg error! Its run-log could
be found in E27C7]E3

PDB 7CBZ was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in §37CBZ38

PDB 7CDA was passing test before but now failed with Bdunrecognized_residuefl error! Its run-log could
be found in §37 CDAZ]

PDB 7CE6 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in 27 CEGEY

PDB 7CE8 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in §37CE838

PDB 7CEK was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
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PDB 7ELP was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in §37ELPE]

PDB 7ELQ was passing test before but now failed with unrecognized_residuefg error! Its run-log could
be found in §37ELQES

PDB 7ELR was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
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PDB 7ELS was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §37ELSEY

PDB 7EM] was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in F37EM]E]

PDB 7EN3 was passing test before but now failed with f2unrecognized residuef error! Its run-log could
be found in E27EN3E]

PDB 7EOG was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in 47EOGE]

PDB 7EOK was passing test before but now failed with §3unrecognized_residuegf error! Its run-log could
be found in §37EOKE8

PDB 7EOL was passing test before but now failed with gunrecognized_residuefl error! Its run-log could
be found in §37EOLEY

PDB 7EOM was passing test before but now failed with gfunrecognized_residuef error! Its run-log could
be found in §47EOMERY

PDB 7EON was passing test before but now failed with §8unrecognized_residueig error! Its run-log could
be found in §37EONEZg

PDB 7EOQOQO was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in §37EQOF

PDB 7EOP was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in E27EOPE

PDB 7EPQ was passing test before but now failed with 3fill_missing_atomsgg error! Its run-log could be
found in §37EPOZ8

PDB 7EQK was passing test before but now failed with §&fill_missing_atomsRg8 error! Its run-log could be
found in §37EQKEE

PDB 7ET9 was passing test before but now failed with B&fill_missing_atomsg3 error! Its run-log could be
found in §37ET9Z8

PDB 7ETA was passing test before but now failed with g&fill_missing_atomsR§ error! Its run-log could be
found in §37ETARY

PDB 7ETB was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in §47ETBEY

PDB 7ETC was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in §87ETCZR

PDB 7ETF was passing test before but now failed with E2fill_missing_atomsEg error! Its run-log could be
found in §37ETFRS

PDB 7ETG was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in §37ETGES

PDB 7ETH was passing test before but now failed with 2fill_missing_atomsBg error! Its run-log could be
found in §37ETHEE

PDB 7ETI was passing test before but now failed with Béfill_missing_atomsE error! Its run-log could be
found in B87ETIRY

PDB 7EVB was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §37EVBE]

PDB 7EVC was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in F37EVCE]

PDB 7EVD was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in EZ7EVDZ]

PDB 7EVI was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
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PDB 7EVK was passing test before but now failed with f8unrecognized_residue8 error! Its run-log could
be found in §37EVKES

PDB 7EVL was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in E47EVLE]

PDB 7EXC was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §47EXCE]

PDB 7F1A was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in F37F1AZ]

PDB 7F21 was passing test before but now failed with gunknowngd error! Its run-log could be found in
B47F21R

PDB 7F22 was passing test before but now failed with g&fill_missing_atomsg§ error! Its run-log could be
found in §37F228%

PDB 7F6] was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f37F6

PDB 7F6X was passing test before but now failed with §afill_missing_atomsBg error! Its run-log could be
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found in §47F6XEY

PDB 7]FR was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in §27]FREY

PDB 7]JU was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in (27])UEY

PDB 7JKL was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in §37]KLEY

PDB 7]RR was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in E27]RREY

PDB 7]JSN was passing test before but now failed with §3unrecognized_residuefg error! Its run-log could
be found in B27)SNEY

PDB 7K30 was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in §37K30E]

PDB 7K31 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §37K31F

PDB 7K9D was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B27K9DEg

PDB 7K9E was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 27 K9ER]

PDB 7KKV was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in F37KKVEY

PDB 7KKW was passing test before but now failed with §8unrecognized_residueff error! Its run-log could
be found in 27 KKWEE

PDB 7KRV was passing test before but now failed with §38bad_patchgd error! Its run-log could be found in
E37KRViE

PDB 7KVT was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §37KVTE]

PDB 7KVU was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in BZ7KVUEY

PDB 7KVV was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F27KVVEY

PDB 7L05 was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in §37L05E]

PDB 7L36 was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in E27L36E8

PDB 7LFU was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in §27LFURY

PDB 7LFV was passing test before but now failed with Bfill_missing_atomsEg error! Its run-log could be
found in §47LFVEY

PDB 7LIM was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §37LJME]

PDB 7LJN was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in BZ7LJNE

PDB 7LVQ was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in 27LVQE]

PDB 7LVR was passing test before but now failed with Bgunrecognized_residuef error! Its run-log could
be found in §37LVRE]

PDB 7LWB was passing test before but now failed with B€unrecognized_residuefg error! Its run-log could
be found in 27LWBE3

PDB 7LXB was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §37LXBEY

PDB 7LZ7 was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §37LZ 78

PDB 7LZ8 was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in f47LZ8FY

PDB 7M18 was passing test before but now failed with Bdunrecognized_residuefd error! Its run-log could
be found in E27M18E3

PDB 7M20 was passing test before but now failed with Bdunrecognized_residuefl error! Its run-log could
be found in §37M20z]

PDB 7M2W was passing test before but now failed with f8unrecognized_residueig error! Its run-log
could be found in E87M2WEY

PDB 7M6] was passing test before but now failed with Bdunrecognized_residuefd error! Its run-log could
be found in B27M6J8¥

PDB 7MDX was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §37MDXE}

PDB 7MEY was passing test before but now failed with §2bad_patch@3 error! Its run-log could be found in
E47MEYE]

PDB 7MGZ was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in B€7MGZE]
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https://www.rcsb.org/structure/7L05
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0824/error-logs/7lfu.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0824/error-logs/7lfv.log
https://www.rcsb.org/structure/7LJM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0825/error-logs/7ljm.log
https://www.rcsb.org/structure/7LJN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0825/error-logs/7ljn.log
https://www.rcsb.org/structure/7LVQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0827/error-logs/7lvq.log
https://www.rcsb.org/structure/7LVR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0827/error-logs/7lvr.log
https://www.rcsb.org/structure/7LWB
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0827/error-logs/7lwb.log
https://www.rcsb.org/structure/7LXB
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0827/error-logs/7lxb.log
https://www.rcsb.org/structure/7LZ7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0827/error-logs/7lz7.log
https://www.rcsb.org/structure/7LZ8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0827/error-logs/7lz8.log
https://www.rcsb.org/structure/7M18
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0827/error-logs/7m18.log
https://www.rcsb.org/structure/7M20
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0828/error-logs/7m20.log
https://www.rcsb.org/structure/7M2W
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0828/error-logs/7m2w.log
https://www.rcsb.org/structure/7M6J
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0828/error-logs/7m6j.log
https://www.rcsb.org/structure/7MDX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0829/error-logs/7mdx.log
https://www.rcsb.org/structure/7MEY
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0829/error-logs/7mey.log
https://www.rcsb.org/structure/7MGZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0830/error-logs/7mgz.log

PDB 7MHOQ was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in f27MHO0z8

PDB 7MH1 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in fg7MH1Eg

PDB 7MIF was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in E27MIFZ3

PDB 7MIG was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §37MIGEj

PDB 7MIH was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in 27 MIHE]

PDB 7MIl was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EZ7MIIEY

PDB 7MIP was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in §¥7MIP3j

PDB 7MIU was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in F37MIUZH

PDB 7MIV was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in §37MIVE]

PDB 7MWG was passing test before but now failed with B8unrecognized_residuef error! Its run-log
could be found in B€7MWGES

PDB 7N32 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E37N32¢]

PDB 7N7H was passing test before but now failed with Bdunrecognized_residuefl error! Its run-log could
be found in E37N7HE]

PDB 7N7I was passing test before but now failed with 8unrecognized_residuefg error! Its run-log could
be found in BZ7N7I3

PDB 7NB8 was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §37NB838

PDB 7NBA was passing test before but now failed with Bgunrecognized_residuefl error! Its run-log could
be found in E37NBAE]

PDB 7NVO0 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in EZ27NVOEFY

PDB 7NV1 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in BI7NV1EY

PDB 7010 was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in §3701088

PDB 701T was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §4701TRY

PDB 7025 was passing test before but now failed with B&fill_missing_atomsg§ error! Its run-log could be
found in §270258%

PDB 7035 was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in §370358

PDB 7036 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §37036[

PDB 7030 was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in §4703088

PDB 70A3 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §370A3F]

PDB 70AV was passing test before but now failed with gfunrecognized_residuef error! Its run-log could
be found in §370AVEg

PDB 70AW was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in B27 OAWEY

PDB 70AX was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in §37 OAXE]

PDB 70BQ was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in f270BQ38

PDB 70DN was passing test before but now failed with gunrecognized_residuefl error! Its run-log could
be found in 27 ODNEj

PDB 70GN was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in 47 OGNE3

PDB 70M3 was passing test before but now failed with f8unrecognized_residueffd error! Its run-log could
be found in §370M338

PDB 70MB was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in f370MBEj

PDB 70MG was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in #70MGEg

PDB 70T6 was passing test before but now failed with f€unrecognized_residuefd error! Its run-log could
be found in §370T6EY

PDB 7OTA was passing test before but now failed with Bqunrecognized_residueg error! Its run-log could
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0837/error-logs/7o35.log
https://www.rcsb.org/structure/7O36
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62162/data/0840/error-logs/7omg.log
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be found in f37OTAR]

PDB 70TK was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in B27O0TKEA

PDB 70TN was passing test before but now failed with f€unrecognized_residueRf error! Its run-log could
be found in §37OTNE]

PDB 70TX was passing test before but now failed with f8unrecognized_residuelg error! Its run-log could
be found in §370TXE8

PDB 70TZ was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in (270TZF3

PDB 70UT was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B270UTEY

PDB 7Q0Y3 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §370Y3E8

PDB 7P9] was passing test before but now failed with f8unrecognized_residuefg error! Its run-log could
be found in 27P9

PDB 7PJE was passing test before but now failed with f8unrecognized_residueBg error! Its run-log could
be found in BZ7P)ER

PDB 7PJF was passing test before but now failed with §8unrecognized_residueff error! Its run-log could
be found in (27PJFEd

PDB 7P0O6 was passing test before but now failed with f8unrecognized_residuegd error! Its run-log could
be found in f27PO6:]

PDB 7PQC was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in B27PQCEY

PDB 7PQP was passing test before but now failed with 8unrecognized_residuefj error! Its run-log could
be found in §37PQPZ}

PDB 7Q1E was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §37Q1ER]

PDB 7Q1F was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in B27Q1FF3

PDB 7Q3E was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §37Q3ER]

PDB 7QAZ was passing test before but now failed with EEunrecognized_residuef8 error! Its run-log could
be found in §37QAZE

PDB 7RFE was passing test before but now failed with Bdunrecognized residuef error! Its run-log could
be found in E27RFERY

PDB 7RFG was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §47RFGEE

PDB 7RFI was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in E47RFI}

PDB 7RGD was passing test before but now failed with fdunrecognized residueg error! Its run-log could
be found in f37RGDE]

PDB 7RGQ was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in [37RGQRY

PDB 7RH8 was passing test before but now failed with §unrecognized_residuefg error! Its run-log could
be found in §37RH8E8

PDB 7RKH was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in §37RKHEY

PDB 7RLT was passing test before but now failed with fgbad_patchg8 error! Its run-log could be found in
B87RL

PDB 7RLU was passing test before but now failed with Egbad_patchig error! Its run-log could be found in
E47RLUEY

PDB 7RMV was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in f37RMVE]

PDB 752Y was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in f2752YEY

PDB 7S3A was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §¥7S3A8%

PDB 7S3B was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §37S3BEg

PDB 7S3C was passing test before but now failed with g8unrecognized residuegd error! Its run-log could
be found in (27S3CEY

PDB 75GS was passing test before but now failed with f€unrecognized_residueRg error! Its run-log could
be found in §47SGSER

PDB 7S]7 was passing test before but now failed with §Junrecognized_residueif error! Its run-log could
be found in §27S) 753

PDB 7S)8 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in (27S)853

PDB 7S]9 was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in B27S]9%3
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PDB 7SJA was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E27SJAR

PDB 7T1B was passing test before but now failed with Bgunrecognized_residuegd error! Its run-log could
be found in §37T1BE]

PDB 7TZR was passing test before but now failed with unrecognized_residuef error! Its run-log could
be found in B27TZREY

PDB 7TZS was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §37TZSEY

PDB 7UPI was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in §37UPIE]

PDB 7V2B was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in f37V2BF3

PDB 7VBW was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §¥7VBWEg

PDB 7VEX was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in 37 VEXE]

PDB 7VUI was passing test before but now failed with fqunrecognized_residuefd error! Its run-log could
be found in §#7VUIE

PDB 7Z01 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §¥7Z018%

PDB 7Z02 was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in 3720238

PDB 7Z0QF was passing test before but now failed with fqunrecognized_residueg error! Its run-log could
be found in §37Z0FE3

PDB 7Z0G was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in B27Z0GE3

PDB 7Z6S was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in 372658

PDB 7Z7D was passing test before but now failed with dunrecognized_residueig error! Its run-log could
be found in §37Z27D8Y

PDB 8MHT was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E28MHTEY

NOTE: 30728 PDB's passed the tests but was not listed in reference results.

To update reference results please copy the files below into the main
repository:
reference-results.full.new.json - fZRosetta repository@g as tests/benchmark/
tests/scientific/protein_data_bank_diagnostic/reference-results.full.json
blocklist.full.new.json - 2Rosetta repository@f as tests/benchmark/tests/
scientific/protein_data_bank_diagnostic/blocklist.json (note the cif/pdb/fast
mode is ignored: the blocklist is segfaults and huge PDBs and is shared)
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