Scientific test: Protein Data Bank diagnostic

## AUTHOR AND DATE

Steven M Lewis, smlewi@gmail.com, Cyrus Biotechnology, Oct 2018

Sergey Lyskov, sergey.lyskov@gmail.com, Gray lab, Johns Hopkins University,
Oct 2018

FAILURES

The PDB diagnostic was run on 225,826 PDB files. 212,208 files passed the
test and 13,618 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-a/rosetta/commits/rosetta/source/test/
timelimit.py 32 /home/benchmark/w/rosetta-2.hpc-a/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

13,618 total PDBs failed with the following error codes:

10,660 flunrecognized_residuefl
716 Bfill missing atomszy
496 g¥zero_length_xyzVectori
250 Bgmissing_disulfide_partnerfy
241 Brotlib filekd
207 g@bad_patchil
168 f3duplicate_atom_nameiy
143 B¥pseudobond connection changefd
131 Bgunknownig
108 E2no_orient_atomsEy
108 Edmissing_bondgg
100 ggaa_differencefy
72 §prepro_cyclic_pepkq
66 Bgunknown_atom_namef§
33 §¥zero_atom_restypei
30 Bdreroot_disconnectedid
18 fnu_conformeriy
18 Blexceed_timeoutiy
17 B¥alias_missing_atom@y
10 unknown_hbond_acceptorid
10 B3no_usable_coordskd
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/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.zero_length_xyzVector.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.missing_disulfide_partner.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.rotlib_file.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.pseudobond_connection_change.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.no_orient_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.missing_bond.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.aa_difference.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.prepro_cyclic_pep.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unknown_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.zero_atom_restype.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.reroot_disconnected.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.nu_conformer.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.exceed_timeout.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.alias_missing_atom.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unknown_hbond_acceptor.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.no_usable_coords.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.base_of_chi.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.merge_with_next.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.insufficient_mainchain.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.no_hbond_deriv.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.partly_recognized.html
https://www.rcsb.org/structure/114D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0000/error-logs/114d.log
https://www.rcsb.org/structure/159D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0000/error-logs/159d.log
https://www.rcsb.org/structure/199D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0000/error-logs/199d.log
https://www.rcsb.org/structure/1A1V
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0001/error-logs/1a1v.log
https://www.rcsb.org/structure/1A8R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0002/error-logs/1a8r.log
https://www.rcsb.org/structure/1A9C
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0002/error-logs/1a9c.log
https://www.rcsb.org/structure/1AII
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0003/error-logs/1aii.log
https://www.rcsb.org/structure/1AQ2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0004/error-logs/1aq2.log
https://www.rcsb.org/structure/1AW8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0005/error-logs/1aw8.log
https://www.rcsb.org/structure/1B9U
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.aa_difference.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0007/error-logs/1b9u.log
https://www.rcsb.org/structure/1BPY
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0010/error-logs/1bpy.log
https://www.rcsb.org/structure/1BSU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0010/error-logs/1bsu.log
https://www.rcsb.org/structure/1BUA
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0010/error-logs/1bua.log
https://www.rcsb.org/structure/1C0K
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/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/62155/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0011/1c0q.log
https://www.rcsb.org/structure/1C0R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0011/1c0r.log
https://www.rcsb.org/structure/1C1Y
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0011/error-logs/1c1y.log
https://www.rcsb.org/structure/1C4K
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0012/error-logs/1c4k.log
https://www.rcsb.org/structure/1C80
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0012/error-logs/1c80.log
https://www.rcsb.org/structure/1CKM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0014/error-logs/1ckm.log
https://www.rcsb.org/structure/1CKN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0014/error-logs/1ckn.log
https://www.rcsb.org/structure/1COZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0015/error-logs/1coz.log
https://www.rcsb.org/structure/1D41
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0017/error-logs/1d41.log
https://www.rcsb.org/structure/1D60
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0017/error-logs/1d60.log
https://www.rcsb.org/structure/1D61
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0017/error-logs/1d61.log
https://www.rcsb.org/structure/1D62
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0017/error-logs/1d62.log
https://www.rcsb.org/structure/1D76
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0017/error-logs/1d76.log
https://www.rcsb.org/structure/1D77
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0017/error-logs/1d77.log
https://www.rcsb.org/structure/1D81
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0017/error-logs/1d81.log
https://www.rcsb.org/structure/1D90
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0017/error-logs/1d90.log
https://www.rcsb.org/structure/1DEK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0018/error-logs/1dek.log
https://www.rcsb.org/structure/1DEL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0018/error-logs/1del.log
https://www.rcsb.org/structure/1DGO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0019/error-logs/1dgo.log
https://www.rcsb.org/structure/1DVL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0021/error-logs/1dvl.log
https://www.rcsb.org/structure/1DXF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0021/error-logs/1dxf.log
https://www.rcsb.org/structure/1E96
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0023/error-logs/1e96.log
https://www.rcsb.org/structure/1EG6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0024/error-logs/1eg6.log
https://www.rcsb.org/structure/1EL2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0025/error-logs/1el2.log
https://www.rcsb.org/structure/1ELN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0025/error-logs/1eln.log
https://www.rcsb.org/structure/1ETL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0026/1etl.log
https://www.rcsb.org/structure/1ETM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0026/1etm.log
https://www.rcsb.org/structure/1ETN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0026/1etn.log
https://www.rcsb.org/structure/1EUA
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0026/error-logs/1eua.log
https://www.rcsb.org/structure/1F3W
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0027/error-logs/1f3w.log
https://www.rcsb.org/structure/1F3X
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0027/error-logs/1f3x.log
https://www.rcsb.org/structure/1F8M
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0028/error-logs/1f8m.log
https://www.rcsb.org/structure/1FCB
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0029/error-logs/1fcb.log
https://www.rcsb.org/structure/1FDZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0029/error-logs/1fdz.log
https://www.rcsb.org/structure/1FFX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/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/62155/data/0029/error-logs/1ffx.log
https://www.rcsb.org/structure/1FRW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0031/error-logs/1frw.log
https://www.rcsb.org/structure/1FVG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0031/error-logs/1fvg.log
https://www.rcsb.org/structure/1GKM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0035/error-logs/1gkm.log
https://www.rcsb.org/structure/1GQ9
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0036/error-logs/1gq9.log
https://www.rcsb.org/structure/1GWN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0037/error-logs/1gwn.log
https://www.rcsb.org/structure/1GX5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0037/error-logs/1gx5.log
https://www.rcsb.org/structure/1GX6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0037/error-logs/1gx6.log
https://www.rcsb.org/structure/1H16
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
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https://www.rcsb.org/structure/1H18
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0038/error-logs/1h18.log
https://www.rcsb.org/structure/1H7G
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/1HC8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/1HI0
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0043/error-logs/1i52.log
https://www.rcsb.org/structure/1I72
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0044/error-logs/1i72.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0044/error-logs/1i79.log
https://www.rcsb.org/structure/1I7B
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0044/error-logs/1i7b.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0044/error-logs/1i7c.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0044/error-logs/1i7m.log
https://www.rcsb.org/structure/1I7Q
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0044/error-logs/1i7q.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/1IBV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0045/error-logs/1ii1.log
https://www.rcsb.org/structure/1IZC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0048/error-logs/1izc.log
https://www.rcsb.org/structure/1J2J
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0048/error-logs/1j2j.log
https://www.rcsb.org/structure/1J8Z
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/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
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/1JLR
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0055/error-logs/1kbi.log
https://www.rcsb.org/structure/1KDT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0055/error-logs/1kdt.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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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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PDB 1T8E was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
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be found in §¥1TKDEY
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be found in (1 TUBE]

PDB 1TVK was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §31TVKE]
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be found in §31TWCES
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be found in BZ1TWFZ

PDB 1TYP was passing test before but now failed with Eunknowng error! Its run-log could be found in
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be found in B21U1QE4
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be found in E31U7WES

PDB 1UDW was passing test before but now failed with §Junrecognized_residueig error! Its run-log
could be found in BZ1UDW;3g

PDB 1UEI was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
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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be found in §31UPTEY
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be found in §31UVKEg
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be found in BZ1UVNEZ
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be found in §31V3458

PDB 1VC3 was passing test before but now failed with B2fill_missing_atomsgd error! Its run-log could be
found in §41VC3E]

PDB 1VPA was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in EZ1VPAE]
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be found in
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PDB 1W3R was passing test before but now failed with Bfill_missing_atomsgd error! Its run-log could be
found in 31 W3RES

PDB 1W3T was passing test before but now failed with Béfill_missing_atomsg error! Its run-log could be
found in BI1W3TRY
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0114/error-logs/1vpa.log
https://www.rcsb.org/structure/1VST
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0115/error-logs/1vst.log
https://www.rcsb.org/structure/1W3I
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0116/error-logs/1w3i.log
https://www.rcsb.org/structure/1W3O
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0116/error-logs/1w3o.log
https://www.rcsb.org/structure/1W3P
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0116/error-logs/1w3p.log
https://www.rcsb.org/structure/1W3Q
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0116/1w3q.log
https://www.rcsb.org/structure/1W3R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0116/error-logs/1w3r.log
https://www.rcsb.org/structure/1W3T
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0116/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/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0116/error-logs/1w5a.log
https://www.rcsb.org/structure/1W5B
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0116/error-logs/1w5b.log
https://www.rcsb.org/structure/1W5E
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0116/error-logs/1w5e.log
https://www.rcsb.org/structure/1WA3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0117/error-logs/1wa3.log
https://www.rcsb.org/structure/1WA5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0117/error-logs/1wa5.log
https://www.rcsb.org/structure/1WDT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0117/error-logs/1wdt.log
https://www.rcsb.org/structure/1WVC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0120/error-logs/1wvc.log
https://www.rcsb.org/structure/1X9M
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0122/error-logs/1x9m.log
https://www.rcsb.org/structure/1X9N
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0122/error-logs/1x9n.log
https://www.rcsb.org/structure/1X9S
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0122/error-logs/1x9s.log
https://www.rcsb.org/structure/1X9W
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0122/error-logs/1x9w.log
https://www.rcsb.org/structure/1XD3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0123/error-logs/1xd3.log
https://www.rcsb.org/structure/1XG3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0123/error-logs/1xg3.log
https://www.rcsb.org/structure/1XJR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0124/error-logs/1xjr.log
https://www.rcsb.org/structure/1XSN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0125/error-logs/1xsn.log
https://www.rcsb.org/structure/1XTS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0125/error-logs/1xts.log
https://www.rcsb.org/structure/1XTU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0125/error-logs/1xtu.log
https://www.rcsb.org/structure/1XVK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0125/1xvk.log
https://www.rcsb.org/structure/1XVN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0125/1xvn.log
https://www.rcsb.org/structure/1XY2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0126/1xy2.log
https://www.rcsb.org/structure/1Y39
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0126/error-logs/1y39.log
https://www.rcsb.org/structure/1YHN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0129/error-logs/1yhn.log
https://www.rcsb.org/structure/1YLH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0129/error-logs/1ylh.log
https://www.rcsb.org/structure/1YR8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0130/error-logs/1yr8.log
https://www.rcsb.org/structure/1Z0J
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0131/error-logs/1z0j.log
https://www.rcsb.org/structure/1Z0K
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0131/error-logs/1z0k.log
https://www.rcsb.org/structure/1Z2B
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0132/error-logs/1z2b.log
https://www.rcsb.org/structure/1Z4P
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0132/error-logs/1z4p.log
https://www.rcsb.org/structure/1Z5W
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0132/error-logs/1z5w.log
https://www.rcsb.org/structure/1ZA1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0133/error-logs/1za1.log
https://www.rcsb.org/structure/1ZA2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0133/error-logs/1za2.log
https://www.rcsb.org/structure/1ZBD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0133/error-logs/1zbd.log
https://www.rcsb.org/structure/1ZET
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0133/error-logs/1zet.log
https://www.rcsb.org/structure/1ZYQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0136/error-logs/1zyq.log
https://www.rcsb.org/structure/1ZZN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/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/62155/data/0137/error-logs/1zzn.log
https://www.rcsb.org/structure/213D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0137/error-logs/213d.log
https://www.rcsb.org/structure/216D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0137/error-logs/216d.log
https://www.rcsb.org/structure/217D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0137/error-logs/217d.log
https://www.rcsb.org/structure/230D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0137/error-logs/230d.log
https://www.rcsb.org/structure/271D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0137/error-logs/271d.log
https://www.rcsb.org/structure/285D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0137/error-logs/285d.log
https://www.rcsb.org/structure/286D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0137/error-logs/286d.log
https://www.rcsb.org/structure/297D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0137/error-logs/297d.log
https://www.rcsb.org/structure/2A5D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0138/error-logs/2a5d.log
https://www.rcsb.org/structure/2A5F
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0138/error-logs/2a5f.log
https://www.rcsb.org/structure/2A5G
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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
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be found in B22G] W&

PDB 2GXB was passing test before but now failed with f€unrecognized_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

PDB 2HG5 was passing test before but now failed with B&fill_missing_atomsgg error! Its run-log could be
found in §32HG5E8

PDB 2HHW was passing test before but now failed with f8unrecognized_residueig error! Its run-log
could be found in Bg2HHWEY

PDB 2HV8 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in §32HV 838

PDB 2HVH was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in §32HVHE

PDB 2HVI was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E32HVIEY

PDB 2HXF was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §¥2HXFE3

PDB 2HXH was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in §32HXHES

PDB 2HZL was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
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PDB 215S was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in §¥215538

PDB 219G was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §2219GE]

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



https://www.rcsb.org/structure/2ILZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0182/error-logs/2ilz.log
https://www.rcsb.org/structure/2IM0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0182/error-logs/2im0.log
https://www.rcsb.org/structure/2IM1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0182/error-logs/2im1.log
https://www.rcsb.org/structure/2IM2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0182/error-logs/2im2.log
https://www.rcsb.org/structure/2IM3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0182/error-logs/2im3.log
https://www.rcsb.org/structure/2IMP
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0182/2imp.log
https://www.rcsb.org/structure/2IO9
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0182/error-logs/2io9.log
https://www.rcsb.org/structure/2IRX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0182/error-logs/2irx.log
https://www.rcsb.org/structure/2ISO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0182/error-logs/2iso.log
https://www.rcsb.org/structure/2ISP
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0182/error-logs/2isp.log
https://www.rcsb.org/structure/2J4L
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0184/error-logs/2j4l.log
https://www.rcsb.org/structure/2J59
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0184/error-logs/2j59.log
https://www.rcsb.org/structure/2J7Q
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0185/error-logs/2j7q.log
https://www.rcsb.org/structure/2J7W
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0185/error-logs/2j7w.log
https://www.rcsb.org/structure/2JAO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0185/error-logs/2jao.log
https://www.rcsb.org/structure/2JEG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0185/error-logs/2jeg.log
https://www.rcsb.org/structure/2JH9
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0186/error-logs/2jh9.log
https://www.rcsb.org/structure/2JI5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0186/error-logs/2ji5.log
https://www.rcsb.org/structure/2JLG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0187/error-logs/2jlg.log
https://www.rcsb.org/structure/2K9E
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0190/error-logs/2k9e.log
https://www.rcsb.org/structure/2KID
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.rotlib_file.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0191/error-logs/2kid.log
https://www.rcsb.org/structure/2KKA
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0192/error-logs/2kka.log
https://www.rcsb.org/structure/2KOW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0192/error-logs/2kow.log
https://www.rcsb.org/structure/2KSQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0193/error-logs/2ksq.log
https://www.rcsb.org/structure/2KTQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0193/error-logs/2ktq.log
https://www.rcsb.org/structure/2KZD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0194/error-logs/2kzd.log
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https://www.rcsb.org/structure/2LZV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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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/62155/data/0214/2p1e.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0220/error-logs/2q0e.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0226/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/2RRC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/2VAI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/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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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
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be found in E33DT7EY

PDB 3DU7 was passing test before but now failed with B€unrecognized_residuefg error! Its run-log could
be found in E23DU7EY

PDB 3DVO0 was passing test before but now failed with g3fill_missing_atomsg8 error! Its run-log could be
found in §33DV0OZ]

PDB 3DZ2 was passing test before but now failed with g2fill_missing_atoms8 error! Its run-log could be
found in §43DZ238

PDB 3DZ3 was passing test before but now failed with B2fill_missing_atomsgg error! Its run-log could be
found in §23DZ 3k

PDB 3DZ4 was passing test before but now failed with 2fill_missing_atomskg error! Its run-log could be
found in §43DZ4E3

PDB 3DZ5 was passing test before but now failed with g2fill_missing_atoms8 error! Its run-log could be
found in §43DZ5E8

PDB 3DZ6 was passing test before but now failed with E&fill_missing_atomsgg error! Its run-log could be
found in §43DZ 638

PDB 3DZ7 was passing test before but now failed with B2fill_missing_atomskg error! Its run-log could be
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PDB 3DZH was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §33DZHZY

PDB 3DZI was passing test before but now failed with gZalias_missing_atomgd error! Its run-log could be
found in §43DZIEY

PDB 3EOD was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in EZ3EO0DE]

PDB 3E22 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in EI3E22¢

PDB 3E5E was passing test before but now failed with B2unrecognized_residuegg error! Its run-log could
be found in FI3E5ER]

PDB 3E5F was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in BZ3E5FEE

PDB 3EDL was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in §I3EDLER

PDB 3EK5 was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in EI3EK5E]

PDB 3EP3 was passing test before but now failed with g&fill_missing_atomsgd error! Its run-log could be

found in EGZ3EP3E3

PDB 3EP4 was passing test before but now failed with g3fill_missing_atomsg8 error! Its run-log could be

found in B3EPA4R]

PDB 3EP5 was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be

found in BI3EP5EE

PDB 3EP6 was passing test before but now failed with g&fill_missing_atoms@d error! Its run-log could be

found in §43EP6ER

PDB 3EP7 was passing test before but now failed with g3fill_missing_atomsg8 error! Its run-log could be

found in B3EP7R3

PDB 3EP8 was passing test before but now failed with 3fill_missing_atomsg8 error! Its run-log could be

found in §43EP8E8

PDB 3EP9 was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be

found in B43EP9EE

PDB 3EPA was passing test before but now failed with B&fill_missing_atomsg§ error! Its run-log could be

found in GI3EPAR]

PDB 3EPB was passing test before but now failed with E2fill_missing_atomsBg error! Its run-log could be

found in §43EPBE]

PDB 3EPG was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in EI3EPGEY

PDB 3EPI was passing test before but now failed with f8unrecognized_residuefg error! Its run-log could

be found in EZ3EPIEY
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be found in BZ3ETDEY
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be found in FI3ETERY
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be found in EZ3ETGEY

PDB 3EVC was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ3EVCEY

PDB 3EVD was passing test before but now failed with §unrecognized_residuefg error! Its run-log could
be found in §I3EVDEE

PDB 3F2Q was passing test before but now failed with 8unrecognized_residuefg error! Its run-log could
be found in §33F2

PDB 3F2T was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in
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PDB 3F2W was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in §33F2WE3

PDB 3F2X was passing test before but now failed with fqunrecognized_residueg error! Its run-log could
be found in F33F2XE4

PDB 3F2Y was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ3F2YE]

PDB 3F30 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in §33F3078

PDB 3FC9 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in EI3FC9EY

PDB 3FFU was passing test before but now failed with gunrecognized_residuefj error! Its run-log could
be found in F43FFUEY

PDB 3FPI was passing test before but now failed with g8unrecognized_residueff error! Its run-log could
be found in §43FPIFY

PDB 3G00 was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §I3G00E]

PDB 3GOR was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in F33GOREY

PDB 3G2D was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in §33G2D#j

PDB 3G38 was passing test before but now failed with B€unrecognized_residueig error! Its run-log could
be found in §33G38¢

PDB 3G6V was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in F33G6VEY

PDB 3G6W was passing test before but now failed with qunrecognized_residuefl error! Its run-log could
be found in BZ3G6WEY

PDB 3G6X was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in F33G6XEY

PDB 3G6Y was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in E33G6YEY

PDB 3G8S was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in E23G8SEY

PDB 3G8T was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §¥3G8TEY

PDB 3G96 was passing test before but now failed with EEunrecognized_residuefd error! Its run-log could
be found in §I3G96[

PDB 3G9C was passing test before but now failed with f8unrecognized residuef error! Its run-log could
be found in F33G9CH

PDB 3GAG6 was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in BI3GA6RS

PDB 3GCH was passing test before but now failed with Egunknowngd error! Its run-log could be found in
BI3GCHES

PDB 3Gl was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in (43GIJEd

PDB 3GIK was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in BZ3GIKE3

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

PDB 3GIM was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in §I3GIME]

PDB 3GJX was passing test before but now failed with g8unrecognized_residuegf error! Its run-log could
be found in B23GJXE8

PDB 3GO3 was passing test before but now failed with g8unknownig error! Its run-log could be found in
E33GO3E8

PDB 3GQC was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in E33GQC38

PDB 3HOQOV was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in EZ3HOVE

PDB 3HOW was passing test before but now failed with B&fill_missing_atomsRd error! Its run-log could be
found in §33HOWEE

PDB 3H3A was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §I3H3AG8

PDB 3H3] was passing test before but now failed with E&fill_missing_atomsBd error! Its run-log could be
found in §3H3J&Y

PDB 3H40 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §¥3H40R8

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

PDB 3H4D was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
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be found in §¥3H4DEY

PDB 3H5Y was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in EZ3H5YRY

PDB 3H8I was passing test before but now failed with §8bad_patchgf error! Its run-log could be found in
E43H8IE8

PDB 3HS8L was passing test before but now failed with Egbad_patchgg error! Its run-log could be found in
E43H8LEY

PDB 3HEU was passing test before but now failed with 2bad_patchg} error! Its run-log could be found in
BY3HEURY

PDB 3HEV was passing test before but now failed with §3bad_patchgd error! Its run-log could be found in
E43HEVEY

PDB 3HEX was passing test before but now failed with §8prepro_cyclic_pepB8 error! Its run-log could be
found in B3HEXES

PDB 3HGX was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in EI3HGXE]

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

PDB 3H]J1 was passing test before but now failed with unrecognized_residuefg error! Its run-log could
be found in §43H]1F4

PDB 3HKB was passing test before but now failed with dunrecognized_residueig error! Its run-log could
be found in F33HKBEY

PDB 3HKC was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in BZ3HKCEE

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

PDB 3HKE was passing test before but now failed with B€unrecognized_residuef error! Its run-log could
be found in FI3HKER]

PDB 3HP6 was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in E23HP6EY

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

PDB 3HRD was passing test before but now failed with f2bad_patch@g error! Its run-log could be found in
E43HRDEY

PDB 3HT3 was passing test before but now failed with f8unrecognized residuef error! Its run-log could
be found in FI3HT3FY

PDB 3HWT was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in E23HWTEY

PDB 317S was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in §4317S38

PDB 3IAY was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in Z3IAYE]

PDB 31CQ was passing test before but now failed with §unrecognized_residuefj error! Its run-log could
be found in

PDB 3IEW was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in E431EWE

PDB 3IF9 was passing test before but now failed with §fill_missing_atomsgg error! Its run-log could be
found in §431F9%8

PDB 3IFW was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in gZ3I1FWEY

PDB 3IIN was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in EZ311NEg

PDB 3IN5 was passing test before but now failed with g8unrecognized_residues error! Its run-log could
be found in F33IN5E]

PDB 3IRW was passing test before but now failed with fdunrecognized_residuefj error! Its run-log could
be found in EZ3IRWES

PDB 3IWB was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in §431WB3Y

PDB 3IWC was passing test before but now failed with g2fill_missing_atoms8 error! Its run-log could be
found in §43IWCEE

PDB 3IWD was passing test before but now failed with gfill_missing_atomsgd error! Its run-log could be
found in EZ3IWDEZ3

PDB 31Z0 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §431Z0g3

PDB 3]6E was passing test before but now failed with §Junrecognized_residueif error! Its run-log could
be found in §43]6EFY

PDB 3J6F was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in §33]6FE]

PDB 3)6G was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in Z3)6GE
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
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https://www.rcsb.org/structure/3J6E
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0307/error-logs/3j6e.log
https://www.rcsb.org/structure/3J6F
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/3J6G
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0307/error-logs/3j6g.log

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

PDB 3J6P was passing test before but now failed with Bgunrecognized_residuef error! Its run-log could
be found in §33]6P38

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

PDB 3)8X was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §33]8XEY

PDB 3J8Y was passing test before but now failed with fEunrecognized_residuefd error! Its run-log could
be found in §33]8YE8

PDB 3JAK was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in E33JAKEY

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

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

PDB 3JAR was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in §33JARES

PDB 3JAS was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §43JASE

PDB 3JAT was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §43]ATEY

PDB 3JAW was passing test before but now failed with fqunrecognized_residueg error! Its run-log could
be found in §33JAWEE

PDB 3JAY was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in E23]JAYRY

PDB 3]B0 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §33]B0EY

PDB 3JB2 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in §33]B2¢

PDB 3]B3 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §33]B3FY

PDB 3]B6 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §43)B6E3

PDB 3JB7 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §33|B7E]

PDB 3]CM was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in E33]CMEg

PDB 3]D0 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §43]DOZY

PDB 3]D3 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §¥3]|D3F4

PDB 3]D4 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in §¥3]|D4F3

PDB 3JPN was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in B23]PNEg

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

PDB 3JPP was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
be found in §33]PPE]

PDB 3]JPQ was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in EZ3]PQ&3

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

PDB 3JPS was passing test before but now failed with Bgunrecognized_residuegd error! Its run-log could
be found in §33]PSEg

PDB 3JPT was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in E23]PTEY

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

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

PDB 3)YT was passing test before but now failed with fdunrecognized _residuef error! Its run-log could
be found in §33]YTEY

PDB 3K2G was passing test before but now failed with g8missing_disulfide_partneri§ error! Its run-log
could be found in Bg3K2GEg

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

PDB 3K58 was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0308/error-logs/3jb7.log
https://www.rcsb.org/structure/3JCM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0308/error-logs/3jcm.log
https://www.rcsb.org/structure/3JD0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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be found in §I3K58E

PDB 3K59 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ3K59E3

PDB 3K5L was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in §33K5LE]

PDB 3K8D was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §33K8DEg

PDB 3KB6 was passing test before but now failed with §8unknowngd error! Its run-log could be found in
E33KB6EY

PDB 3KHG was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in BZ3KHGEY

PDB 3KHH was passing test before but now failed with E8unrecognized_residuefd error! Its run-log could
be found in §I3KHHE]

PDB 3KHL was passing test before but now failed with g8unrecognized residuelg error! Its run-log could
be found in §I3KHLEE

PDB 3KHR was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E23KHREY

PDB 3KJV was passing test before but now failed with f8unrecognized_residueig error! Its run-log could
be found in §33K] Vi

PDB 3KK1 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in FI3KK1E]

PDB 3KK2 was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in BZ3KK2[4

PDB 3KLG was passing test before but now failed with §8duplicate_atom_nameg error! Its run-log could
be found in F33KLGEY

PDB 3KTQ was passing test before but now failed with unrecognized_residuefg error! Its run-log could
be found in FI3KTQES

PDB 3KVF was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in BE3KVFEE
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found in §43KW5E

PDB 3L21 was passing test before but now failed with Bdfill_missing_atomsgd error! Its run-log could be
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found in §Z3L2483

PDB 3L3C was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in BZ3L3CHY

PDB 3LDH was passing test before but now failed with §&fill_missing_atomsgg error! Its run-log could be
found in E43LDHEY

PDB 3LDS was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in §33LDSEY

PDB 3LDU was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in BZ3LDURA

PDB 3LRN was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in F33LRNZE

PDB 3LWL was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in FI3LWLEY

PDB 3LWM was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in BZ3LWME

PDB 3LZI was passing test before but now failed with f€unrecognized_residuelf error! Its run-log could
be found in 33LZI58

PDB 3LZ] was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in §¥3LZ

PDB 3M1l was passing test before but now failed with Bdunrecognized_residuef error! Its run-log could
be found in EZ23M1IE§

PDB 3M8R was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in B23M8REY

PDB 3M8S was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in §33M8SE]

PDB 3MAQ was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in EZ3MAQE

PDB 3MBY was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E23MBYRY

PDB 3MFH was passing test before but now failed with §unrecognized_residuefg error! Its run-log could
be found in §33MFHES

PDB 3MFI was passing test before but now failed with fdunrecognized_residuegd error! Its run-log could
be found in §I3MFIE]

PDB 3MJH was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in BZ3M]HE3
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PDB 3MOE was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §33MOEZ8

PDB 3MOF was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in 33MOFE]

PDB 3MUM was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in EZ3MUMEE

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

PDB 3MUT was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in F33MUTEY

PDB 3MUV was passing test before but now failed with gunrecognized_residuefl error! Its run-log could
be found in EZ23MUVEY

PDB 3MX5 was passing test before but now failed with §3unrecognized_residuefg error! Its run-log could
be found in §33MX5F

PDB 3MXH was passing test before but now failed with f8unrecognized_residuefg error! Its run-log could
be found in §I3MXHEE

PDB 3N25 was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §#3N25R3

PDB 3N2G was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in 3N2G3j

PDB 3N2K was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §I3N2KE]

PDB 3N6M was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in EZ3N6MEZg

PDB 3NAE was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BA3NAERS

PDB 3NBY was passing test before but now failed with 8unrecognized_residuefj error! Its run-log could
be found in F33NBYZH

PDB 3NBZ was passing test before but now failed with Bgunrecognized_residuef error! Its run-log could
be found in E33NBZE]

PDB 3NCO was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in Z3NCOFj

PDB 3NC1 was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in B3NC1R]

PDB 3NCI was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in F33NCIE8

PDB 3NDK was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EZ3NDKEY

PDB 3NE6 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in E3NE6RI

PDB 3NGD was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in §I3NGD38

PDB 3NGI was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in EI3NGIE]

PDB 3NHG was passing test before but now failed with §funrecognized_residuegd error! Its run-log could
be found in EA3NHGEE

PDB 3NOJ was passing test before but now failed with Bifill_missing_atomsgg error! Its run-log could be
found in §33NOJZH

PDB 3NWY was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in FZ3NWYE]

PDB 3042 was passing test before but now failed with g8prepro_cyclic_pepld error! Its run-log could be
found in §3042F3

PDB 30HO0 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in §330H0z8

PDB 30HA was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in F330HAE

PDB 30HB was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E330HBEY

PDB 30JS was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §330)JSE8

PDB 30JU was passing test before but now failed with fgunrecognized_residuegl error! Its run-log could
be found in f230]UEY

PDB 30S1 was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in §¥30S1(]

PDB 30SN was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in EI30SNEY

PDB 30SP was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E330SPz]

PDB 30VS 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/62155/data/0334/error-logs/3oju.log
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be found in F330VSEY

PDB 30YZ was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in B30YZRY

PDB 3P22 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §33P225Y

PDB 3PCR was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in f33PCRE}

PDB 3PKY was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ3PKYES

PDB 3PLX was passing test before but now failed with g&fill_missing_atomsg§ error! Its run-log could be
found in BE3PLXEY

PDB 3P0O4 was passing test before but now failed with B8unrecognized_residuegd error! Its run-log could
be found in E33P0O4:]

PDB 3PO5 was passing test before but now failed with Bdunrecognized residuefg error! Its run-log could
be found in F43PO5E]

PDB 3PV8 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ3PV8EY

PDB 3PX0 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in E23PX0E]

PDB 3PX4 was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in F43PX4E]

PDB 3PX6 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ3PX6EY

PDB 3PY8 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §33PY8EY

PDB 3Q0A was passing test before but now failed with f2unrecognized_residuegd error! Its run-log could
be found in F33Q0AZ]

PDB 3Q22 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B23Q2288

PDB 3Q24 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §33Q24

PDB 3Q3Z was passing test before but now failed with fgunrecognized_residuegl error! Its run-log could
be found in §33Q3ZF

PDB 3Q7U was passing test before but now failed with G€unrecognized residuegf error! Its run-log could
be found in E23Q7UE8

PDB 3Q86 was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in

PDB 3QEI was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in EZ3QEIR

PDB 3QEP was passing test before but now failed with f2unrecognized residuef error! Its run-log could
be found in F43QEPZ]

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

PDB 3QES was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in §I3QESE]

PDB 3QET was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in EI3QETE]

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

PDB 3QEW was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in §33QEWZY

PDB 3QEX was passing test before but now failed with B2unrecognized_residuegl error! Its run-log could
be found in F33QEXE]

PDB 3QNN was passing test before but now failed with funrecognized_residuef error! Its run-log could
be found in EZ3QNNEY

PDB 3QNO was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ3QNOR]

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

PDB 3R1H was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in Z3R1HE

PDB 3R1L was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in BZ23R1LEY

PDB 3R3Z was passing test before but now failed with §2fill_missing_atomskg error! Its run-log could be
found in §43R3ZEY

PDB 3R75 was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in 43R 75E8

PDB 3R76 was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in §3R76R
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https://www.rcsb.org/structure/3QEI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0344/error-logs/3qer.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0345/error-logs/3qno.log
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PDB 3RAP was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §I3RAPZ]

PDB 3RAQ was passing test before but now failed with f2unrecognized_residuegd error! Its run-log could
be found in F33RAQF

PDB 3RAX was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ3RAXE]

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

PDB 3RB4 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in F33RB4E]

PDB 3RB6 was passing test before but now failed with f2unrecognized residuef error! Its run-log could
be found in E23RB6EY

PDB 3RBD was passing test before but now failed with B€unrecognized_residueif error! Its run-log could
be found in E3RBDE

PDB 3RBE was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ3RBERY

PDB 3REM was passing test before but now failed with B&fill_missing_atomsgg error! Its run-log could be
found in E83REMEZR

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

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

PDB 3RH5 was passing test before but now failed with f8unrecognized_residueg error! Its run-log could
be found in §I3RH5E8

PDB 3RH6 was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in EZ3RHGR

PDB 3RK8 was passing test before but now failed with 2fill_missing_atomsgg error! Its run-log could be
found in §33RK838

PDB 3RR7 was passing test before but now failed with B8unrecognized_residuekd error! Its run-log could
be found in E33RR7E]

PDB 3RR8 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E23RR 8

PDB 3RRG was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in (I3RRGEY

PDB 3RRH was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in §Z3RRHEY

PDB 3RSB was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in E23RSBEY

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

PDB 3RW6 was passing test before but now failed with §unrecognized_residueff error! Its run-log could
be found in §I3RW6EE

PDB 3RWU was passing test before but now failed with gunrecognized_residueg error! Its run-log could
be found in EI3RWUZ

PDB 3RYC was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in BZ3RYCEY

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

PDB 3RYH was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in F33RYHEY

PDB 3RYI was passing test before but now failed with f8unrecognized_residuelf error! Its run-log could
be found in BZ3RYIEE

PDB 3RZG was passing test before but now failed with E8bad_patchBg error! Its run-log could be found in
E4I3RZGEY

PDB 3RZL was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in §I3RZLEY

PDB 3RZM was passing test before but now failed with ggbad_patch@d error! Its run-log could be found
in B33RZMEY

PDB 3S1R was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in ¥3S1REY

PDB 3S9H was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in E33S9HEY

PDB 3SKI was passing test before but now failed with funrecognized_residuef error! Its run-log could
be found in §¥3SKIEY

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

PDB 3SKR was passing test before but now failed with §unrecognized_residuefl error! Its run-log could
be found in f33SKREY

PDB 3SKT was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
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https://www.rcsb.org/structure/3RB0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0349/error-logs/3rb0.log
https://www.rcsb.org/structure/3RB4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0349/error-logs/3rb4.log
https://www.rcsb.org/structure/3RB6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0349/error-logs/3rb6.log
https://www.rcsb.org/structure/3RBD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0349/error-logs/3rbd.log
https://www.rcsb.org/structure/3RBE
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0349/error-logs/3rbe.log
https://www.rcsb.org/structure/3REM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0349/error-logs/3rem.log
https://www.rcsb.org/structure/3RET
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0350/error-logs/3ret.log
https://www.rcsb.org/structure/3RH4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0350/error-logs/3rh4.log
https://www.rcsb.org/structure/3RH5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0350/error-logs/3rh5.log
https://www.rcsb.org/structure/3RH6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0350/error-logs/3rh6.log
https://www.rcsb.org/structure/3RK8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0350/error-logs/3rk8.log
https://www.rcsb.org/structure/3RR7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0351/error-logs/3rr7.log
https://www.rcsb.org/structure/3RR8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0351/error-logs/3rr8.log
https://www.rcsb.org/structure/3RRG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0351/error-logs/3rrg.log
https://www.rcsb.org/structure/3RRH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0351/error-logs/3rrh.log
https://www.rcsb.org/structure/3RSB
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0352/error-logs/3rsb.log
https://www.rcsb.org/structure/3RTV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0352/error-logs/3rtv.log
https://www.rcsb.org/structure/3RW6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0352/error-logs/3rw6.log
https://www.rcsb.org/structure/3RWU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0352/error-logs/3rwu.log
https://www.rcsb.org/structure/3RYC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0352/error-logs/3ryc.log
https://www.rcsb.org/structure/3RYF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0352/error-logs/3ryf.log
https://www.rcsb.org/structure/3RYH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0352/error-logs/3ryh.log
https://www.rcsb.org/structure/3RYI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0352/error-logs/3ryi.log
https://www.rcsb.org/structure/3RZG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0353/error-logs/3rzg.log
https://www.rcsb.org/structure/3RZL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0353/error-logs/3rzl.log
https://www.rcsb.org/structure/3RZM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0353/error-logs/3rzm.log
https://www.rcsb.org/structure/3S1R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0353/error-logs/3s1r.log
https://www.rcsb.org/structure/3S9H
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0354/error-logs/3s9h.log
https://www.rcsb.org/structure/3SKI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0356/error-logs/3ski.log
https://www.rcsb.org/structure/3SKL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0356/error-logs/3skl.log
https://www.rcsb.org/structure/3SKR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0356/error-logs/3skr.log
https://www.rcsb.org/structure/3SKT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html

be found in §I3SKTEY

PDB 3SKW was passing test before but now failed with Bdunrecognized_residueg error! Its run-log could
be found in B23SKWE3

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

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

PDB 3SNN was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E33SNNEY

PDB 35Q0 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in

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

PDB 35Q2 was passing test before but now failed with gunrecognized residuefg error! Its run-log could
be found in §¥3SQ2(

PDB 35Q4 was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in

PDB 3SRF was passing test before but now failed with B2fill_missing_atomsfg error! Its run-log could be
found in §43SRFEY

PDB 3SUN was passing test before but now failed with fgunrecognized_residueg error! Its run-log could
be found in F33SUNEY

PDB 35UO was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in BZ3SUOR]

PDB 3SUP was passing test before but now failed with §3unrecognized_residuegf error! Its run-log could
be found in §33SUP38

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

PDB 35V3 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BZ3SV3EY

PDB 35V4 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §33SV458

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

PDB 3572 was passing test before but now failed with g8unrecognized residueBg error! Its run-log could
be found in (23SZ2FY

PDB 3T2K was passing test before but now failed with g2bad_patchgd error! Its run-log could be found in
B43T2KEE

PDB 3T2Z was passing test before but now failed with E3bad_patchi8 error! Its run-log could be found in
E43T27F4

PDB 3T3F was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BI3T3FEY

PDB 3TAK was passing test before but now failed with g&fill_missing_atomsgg error! Its run-log could be
found in B3TAKRE3

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

PDB 3TI0 was passing test before but now failed with fEunrecognized_residuefd error! Its run-log could
be found in 33TI0Z8

PDB 3TKL was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ3TKLEY

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

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

PDB 3UD3 was passing test before but now failed with B€unrecognized_residuefg error! Its run-log could
be found in E33UD 3¢

PDB 3UD4 was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in §3UD4Eg

PDB 3UT5 was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in §33UT5E8

PDB 3V6H was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in (Z3V6HEY

PDB 3V6] was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ3V6)E3

PDB 3V6K was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in 33V6KEE

PDB 3VAF was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in F33VAFEY

PDB 3VAG was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BZ3VAGEE
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PDB 3VAH was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §I3VAHE]

PDB 3VAI was passing test before but now failed with fqunrecognized_residueg error! Its run-log could
be found in §I3VAIF]

PDB 3VA] was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
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PDB 3VAL was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
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be found in §34ATUEY

PDB 4ATX was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ4ATXE

PDB 4AY2 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in 24 AY238

PDB 4B2P was passing test before but now failed with B€unrecognized_residueg error! Its run-log could
be found in f24B2Pg]

PDB 4B48 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
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PDB 4BPW was passing test before but now failed with ffunrecognized_residuefd error! Its run-log could
be found in §24BPWZg

PDB 4BQN was passing test before but now failed with gbad_patchg error! Its run-log could be found
in §34BQNEg

PDB 4BV9 was passing test before but now failed with §3fill_missing_atomsg8 error! Its run-log could be
found in §34BV9:8

PDB 4BW] was passing test before but now failed with B8unrecognized_residuegd error! Its run-log could
be found in §24BW|E]

PDB 4BWM was passing test before but now failed with funrecognized_residuefg error! Its run-log
could be found in E24BWME3
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be found in §24COQEY

PDB 4C8K was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in f34C8KEY

PDB 4CCH was passing test before but now failed with g€unrecognized residuefg error! Its run-log could
be found in E24CCHEg
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be found in §¥4 CK5R3
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be found in f34CK783

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

PDB 4DLG was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E24DLGRY
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https://www.rcsb.org/structure/4COJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0398/error-logs/4coj.log
https://www.rcsb.org/structure/4D0G
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0400/error-logs/4d0g.log
https://www.rcsb.org/structure/4D7Z
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0401/error-logs/4d7z.log
https://www.rcsb.org/structure/4D8W
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0401/error-logs/4d8w.log
https://www.rcsb.org/structure/4D92
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0401/error-logs/4d92.log
https://www.rcsb.org/structure/4DF4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0402/error-logs/4df4.log
https://www.rcsb.org/structure/4DF8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0402/error-logs/4df8.log
https://www.rcsb.org/structure/4DFJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0402/error-logs/4dfj.log
https://www.rcsb.org/structure/4DFK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0402/error-logs/4dfk.log
https://www.rcsb.org/structure/4DFM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0402/error-logs/4dfm.log
https://www.rcsb.org/structure/4DFP
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0402/error-logs/4dfp.log
https://www.rcsb.org/structure/4DLE
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0403/error-logs/4dle.log
https://www.rcsb.org/structure/4DLG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0403/error-logs/4dlg.log

PDB 4D09 was passing test before but now failed with gunrecognized_residuefg error! Its run-log could
be found in §24D0O9E8

PDB 4DOA was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in f24DOAE]

PDB 4DOB was passing test before but now failed with Bdunrecognized_residueg error! Its run-log could
be found in E24DOBE3

PDB 4DOC was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in f24DOCz8

PDB 4DQI was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could

be found in §24DQIE8

PDB 4DQP was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in E24DQPE8

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

PDB 4DQR was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in f24DQREE

PDB 4DQS was passing test before but now failed with Bunrecognized_residuefd error! Its run-log could
be found in §34DQSEY

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

PDB 4DS4 was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §34DS4E

PDB 4DSE was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in §#4DSER

PDB 4DSF was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in EZ4DSFZ

PDB 4DSI was passing test before but now failed with f8unrecognized_residuef error! Its run-log could

be found in §24DSIE

PDB 4DTR was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §24DTRE8

PDB 4DTS was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in E24DTSEY

PDB 4DTU was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §¥4DTUR

PDB 4DTX was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §34DTXEg

PDB 4DU1 was passing test before but now failed with B€unrecognized residuefg error! Its run-log could
be found in f24DU1EY

PDB 4DU3 was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in §%4DU3E]

PDB 4DU4 was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in §24DU4E]

PDB 4DU6 was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in §24DU6E]

PDB 4EQOD was passing test before but now failed with f€unrecognized_residueBg error! Its run-log could
be found in EZ4EQDE]

PDB 4E3S was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in 24 E3SEY

PDB 4E7A was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §34E7Az]

PDB 4E7C was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in BZ4E7CEY

PDB 4E80 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in E24E80E]

PDB 4EB6 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §24EB6ES

PDB 4EBC was passing test before but now failed with f8unrecognized residuef error! Its run-log could
be found in FZ4EBCEY

PDB 4EBD was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §24EBDE3

PDB 4EBE was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §24EBEE]

PDB 4EDK was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in §#4EDKE]

PDB 4EDR was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in §24EDRRE3

PDB 4EE1 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in F24EE1E]

PDB 4ELT was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/4DOB
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0404/error-logs/4dob.log
https://www.rcsb.org/structure/4DOC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0404/error-logs/4doc.log
https://www.rcsb.org/structure/4DQI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0404/error-logs/4dqi.log
https://www.rcsb.org/structure/4DQP
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0404/error-logs/4dqp.log
https://www.rcsb.org/structure/4DQQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0404/error-logs/4dqq.log
https://www.rcsb.org/structure/4DQR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/4DQS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0404/error-logs/4dqs.log
https://www.rcsb.org/structure/4DRX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0404/error-logs/4drx.log
https://www.rcsb.org/structure/4DS4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/4DSE
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https://www.rcsb.org/structure/4DSF
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https://www.rcsb.org/structure/4DSI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/4DTR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/4DTS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0404/error-logs/4dts.log
https://www.rcsb.org/structure/4DTU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0404/error-logs/4dtu.log
https://www.rcsb.org/structure/4DTX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0404/error-logs/4dtx.log
https://www.rcsb.org/structure/4DU1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0405/error-logs/4du1.log
https://www.rcsb.org/structure/4DU3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0405/error-logs/4du3.log
https://www.rcsb.org/structure/4DU4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0405/error-logs/4du4.log
https://www.rcsb.org/structure/4DU6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/4EDR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0407/error-logs/4edr.log
https://www.rcsb.org/structure/4EE1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0407/error-logs/4ee1.log
https://www.rcsb.org/structure/4ELT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html

be found in B34 ELTEY

PDB 4ELU was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in BZ4ELUEE

PDB 4ENA was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §24ENAZE

PDB 4ENB was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §24ENBEg

PDB 4EP7 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in EZ4EP7E8

PDB 4EW7 was passing test before but now failed with Béfill_missing_atomsEg error! Its run-log could be
found in BI4EW7RY

PDB 4EXO was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in §24EXOEY

PDB 4EZ6 was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in §¥4EZ6E]

PDB 4EZ9 was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in E¥4EZ9E8

PDB 4F04 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §34F0458

PDB 4F2R was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in f24F2RE]

PDB 4F2S was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in BZ4F2SE8

PDB 4F30 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §34F30&3

PDB 4F4K was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §34F4KEg

PDB 4F61 was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in E24F61E3

PDB 4F6R was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in f24F6REY

PDB 4F8R was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in (24 F8REY

PDB 4FBT was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in E34FBTE8

PDB 4FEE was passing test before but now failed with Bifill_missing_atomsg error! Its run-log could be
found in R4 FEER}

PDB 4FEG was passing test before but now failed with g2fill_missing_atoms8 error! Its run-log could be
found in §34FEGES

PDB 4FFB was passing test before but now failed with fdunrecognized residuefg error! Its run-log could
be found in {34 FFBEY

PDB 4FH5 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in B24FH5E8

PDB 4FHP was passing test before but now failed with Egunrecognized_residuegd error! Its run-log could
be found in §34FHPE]

PDB 4FHV was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in f24FHVEY

PDB 4FHW was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in BZ4FHWEY

PDB 4F]8 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §24F)8E]

PDB 4FJG was passing test before but now failed with E€unrecognized_residuefd error! Its run-log could
be found in §24F) Gz

PDB 4F]l was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in E24F]IEY

PDB 4F]] was passing test before but now failed with §unrecognized_residueff error! Its run-log could
be found in BZ4F)J58

PDB 4F]M was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in §34F]ME]

PDB 4FJN was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in E24F]NEY

PDB 4FKO0 was passing test before but now failed with §3unrecognized_residuegf error! Its run-log could
be found in §¥4FKO03

PDB 4FK2 was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in 34 FK238

PDB 4FK4 was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in 34 FK458

PDB 4FLX was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ4FLXEY
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https://www.rcsb.org/structure/4ELU
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0409/error-logs/4ena.log
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https://www.rcsb.org/structure/4EW7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
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PDB 4FLY was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §34FLYEY

PDB 4FLZ was passing test before but now failed with fgunrecognized_residueg error! Its run-log could
be found in (24 FLZE]

PDB 4FMO was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in EZ4FMOR3

PDB 4FM1 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in §34FM138

PDB 4FM2 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §34FM238

PDB 4FME was passing test before but now failed with gdunrecognized residuefg error! Its run-log could
be found in EZ4FMERY

PDB 4FS1 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §¥4FS1E8

PDB 4FS2 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §34FS2E]

PDB 4FWQ was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in f24FWQE]

PDB 4FWS was passing test before but now failed with unrecognized_residuef error! Its run-log could
be found in §¥4FWSE3

PDB 4FWT was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §34FWTEg

PDB 4FYW was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §34FYWEg

PDB 4FYX was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in BZ4FYXE4

PDB 4FYY was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E24FYYEY

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

PDB 4FZG was passing test before but now failed with B2fill_missing_atomsig error! Its run-log could be
found in §94FZGEY

PDB 4GM3 was passing test before but now failed with B&fill_missing_atomsRd error! Its run-log could be
found in §24GM3§3

PDB 4GM8 was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in §34GM8EY

PDB 4GMM was passing test before but now failed with funrecognized_residueid error! Its run-log
could be found in 84GMME]

PDB 4GMU was passing test before but now failed with g8unrecognized_residuegf error! Its run-log could
be found in #4GMU3Y

PDB 4GMZ was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §34GMZE]

PDB 4GNM was passing test before but now failed with qunrecognized_residueig error! Its run-log could
be found in §34GNMEZg

PDB 4GNO was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in B24GNORZJ

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

PDB 4GV3 was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in f34GV3§Y

PDB 4GV6 was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in E24GV6EY

PDB 4GV9 was passing test before but now failed with 8unrecognized_residueff error! Its run-log could
be found in §34GV9&}

PDB 4GXY was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §34GXYEg

PDB 4HDG was passing test before but now failed with funrecognized_residuefd error! Its run-log could
be found in E24HDGEF

PDB 4HMY was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f24HMYES

PDB 4HNA was passing test before but now failed with g8unrecognized_residue8 error! Its run-log could
be found in §34HNAGE

PDB 4HO9 was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in §34HO9:8

PDB 4HOR was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in 24HORRE]

PDB 4HOS was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §34HOSEE

PDB 4127 was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
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be found in
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PDB 41H] was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in (241H]5Y

PDB 4IHW was passing test before but now failed with B€unrecognized residuefg error! Its run-log could
be found in §¥4IHWEY

PDB 4lHY was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in B241HYEE

PDB 4l1] was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could be
found in §¥411)&3

PDB 41QD was passing test before but now failed with B&fill_missing_atoms8 error! Its run-log could be
found in §341QDE}

PDB 41Q] was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in

PDB 4IRK was passing test before but now failed with f8unrecognized_residuelf error! Its run-log could
be found in §24IRKE8

PDB 41Y7 was passing test before but now failed with B&fill_missing_atomsg¥ error! Its run-log could be
found in §341Y7E8

PDB 41YO was passing test before but now failed with g€duplicate_atom_namefg error! Its run-log could
be found in E241YORS

PDB 4)6W was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §24)6WES

PDB 4J6X was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §24)6XE]

PDB 4)GO was passing test before but now failed with g&fill_missing_atomsgd error! Its run-log could be
found in §84)GORY

PDB 4)GP was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in §84)GPE

PDB 4]JGT was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in §34)GTE8

PDB 4]LZ was passing test before but now failed with f8unrecognized_residuefg error! Its run-log could
be found in §34)LZ38

PDB 4]MC was passing test before but now failed with B&fill_missing_atomsg§ error! Its run-log could be
found in g24)MCRj

PDB 4]NK was passing test before but now failed with f8unknown@g error! Its run-log could be found in
B34 NKEY

PDB 4JRC was passing test before but now failed with Bgunrecognized_residuel error! Its run-log could
be found in §24JRCE8

PDB 4]ST was passing test before but now failed with f8unrecognized_residuelg error! Its run-log could
be found in

PDB 4]SY was passing test before but now failed with f8unrecognized_residuelg error! Its run-log could
be found in §24)SYE8

PDB 4JT2 was passing test before but now failed with fEunrecognized_residuefd error! Its run-log could
be found in §34)T238

PDB 4]X5 was passing test before but now failed with BEfill_missing_atomsgg error! Its run-log could be
found in §84) X588

PDB 4)X6 was passing test before but now failed with Bifill_missing_atomsgg error! Its run-log could be
found in §24)X6k3

PDB 4JZT was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in §%4)ZT&4

PDB 4K4Y was passing test before but now failed with B2unrecognized _residuef error! Its run-log could
be found in E24K4YEY

PDB 4K81 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in E24K81F3

PDB 4K8X was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §34K8XE8

PDB 4K8Z was passing test before but now failed with funrecognized_residueg error! Its run-log could
be found in 34K8ZE3

PDB 4K98 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E24K98E3
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PDB 4KAS was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §34KASE

PDB 4KAT was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §34KATEg

PDB 4KAX was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B24KAXES

PDB 4KB6 was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §34KB6E8

PDB 4KCT was passing test before but now failed with §2fill_missing_atomsgg error! Its run-log could be
found in §34KCTES

PDB 4KGK was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in (Z4KGKEY

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

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 BZunrecognized residuefg error! Its run-log could
be found in f#4KH1E]

PDB 4KR2 was passing test before but now failed with unrecognized_residuef error! Its run-log could
be found in §24KR2E3

PDB 4KR3 was passing test before but now failed with §unrecognized_residueff error! Its run-log could
be found in §34KR 3§}

PDB 4KS6 was passing test before but now failed with fgbad_patch@g error! Its run-log could be found in
B34 KS6RY

PDB 4KTQ was passing test before but now failed with g3unrecognized_residuegd error! Its run-log could
be found in

PDB 4KVA was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §34KVAZE

PDB 4KVG was passing test before but now failed with Bgunrecognized_residuef error! Its run-log could
be found in §24KVGE]

PDB 4KZE was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in (24KZERFY

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

PDB 4LHZ was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in f34LHZFY

PDB 4LIL was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in 24 LILEY

PDB 4LNU was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in §Z4LNUES

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

PDB 4LRT was passing test before but now failed with §fill_missing_atomsBg error! Its run-log could be
found in §34LRTEY

PDB 4M49 was passing test before but now failed with fgunknowngg error! Its run-log could be found in
PDB 4M6V was passing test before but now failed with g3fill_missing_atomsg8 error! Its run-log could be
found in §34M6VEY

PDB 4M80 was passing test before but now failed with funrecognized_residuefi8 error! Its run-log could
be found in §34M8038

PDB 4MDF was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E24MDFZ3

PDB 4MDX was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §34MDXE}

PDB 4MGN was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §34MGNZg

PDB 4MIT was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in E24MITEY

PDB 4MSW was passing test before but now failed with §Junrecognized_residueig error! Its run-log
could be found in 84MSWEY

PDB 4MYS was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in §34MYSE]

PDB 4MZL was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in f34MZLEY

PDB 4N3G was passing test before but now failed with unknowng error! Its run-log could be found in
E84N3GEFY

PDB 4N3N was passing test before but now failed with f2unknowngg error! Its run-log could be found in
E24N3NEY

PDB 4N56 was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
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be found in E24N563]

PDB 4N5S was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in B24N5SE]

PDB 4NCN was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §34NCNZj

PDB 4ND2 was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in §34ND28

PDB 4ND4 was passing test before but now failed with BEfill_missing_atomsEd error! Its run-log could be
found in §#4ND4ER

PDB 4NYA was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in B24NYAZS

PDB 4025 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in 340258

PDB 402A was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §3402A%

PDB 402B was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in f2402BR

PDB 402L was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §3402L58

PDB 404H was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §3404Hzg

PDB 4041 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B24041E3

PDB 404] was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 3404z

PDB 404L was passing test before but now failed with unrecognized_residueg error! Its run-log could
be found in §3404L5E3

PDB 408E was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in 24 O8ERA

PDB 40E7 was passing test before but now failed with Bfill_missing_atomsgd error! Its run-log could be
found in §340E 7R

PDB 40Q]JI was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §240]I3

PDB 40L0 was passing test before but now failed with gunrecognized_residuefl error! Its run-log could
be found in 240L0F

PDB 40TS was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in B240TSEY

PDB 40TV was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in §340TV;8

PDB 40X2 was passing test before but now failed with fZunrecognized residuefg error! Its run-log could
be found in §#40X2(

PDB 4P9C was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E24P9CE3

PDB 4PC8 was passing test before but now failed with Bifill_missing_atomsgg error! Its run-log could be
found in §34PC8E4

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

PDB 4PJO was passing test before but now failed with gunrecognized_residuefl error! Its run-log could
be found in E24P]OR

PDB 4PKD was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 24 PKDEZ]

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

PDB 4PLF was passing test before but now failed with gfill_missing_atomsg error! Its run-log could be
found in §84PLFEY

PDB 4PLX was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in BZ4PLXEE

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

PDB 4PTF was passing test before but now failed with Bqunrecognized_residuefl error! Its run-log could
be found in E24PTFF

PDB 4PTN was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in 24 PTNEY

PDB 4PYG was passing test before but now failed with §3unrecognized_residueif error! Its run-log could
be found in §34PYGZ8

PDB 4Q7H was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §34Q7HEg

PDB 4Q9I was passing test before but now failed with gprepro_cyclic_pepkg error! Its run-log could be
found in
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PDB 4Q9K was passing test before but now failed with §3prepro_cyclic_pepfd error! Its run-log could be
found in §34Q9KE]

PDB 4Q9L was passing test before but now failed with §3prepro_cyclic_pepl8 error! Its run-log could be
found in §34Q9LEY

PDB 4QEI was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E24QEIZ3

PDB 4QG1 was passing test before but now failed with g8unrecognized_residuefj error! Its run-log could
be found in §34QG183

PDB 4QG2 was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in §34QG2§3

PDB 4QG4 was passing test before but now failed with Bunrecognized_residuefl error! Its run-log could
be found in (24QG4E

PDB 4QI0 was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in

PDB 4QJD was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §34Q]Dzg

PDB 4QJH was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in ¥4 QJHEY

PDB 4Q]Jl was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in

PDB 4QK8 was passing test before but now failed with §3unrecognized_residuefg error! Its run-log could
be found in §34QK838

PDB 4QKA was passing test before but now failed with fgunrecognized_residuegd error! Its run-log could
be found in f24QKAE]

PDB 4QM6 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in E24QMG6RY

PDB 4QM7 was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §34QM7i8

PDB 4Q08 was passing test before but now failed with B8unknowngg error! Its run-log could be found in
E34Q0O8kY

PDB 4QWB was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in E34QWBE3

PDB 4QWC was passing test before but now failed with f3unrecognized_residueig error! Its run-log
could be found in 84QWCEY

PDB 4QXA was passing test before but now failed with f8unrecognized_residuef8 error! Its run-log could
be found in §24QXAE]

PDB 4RCY was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in EZ4RCYES

PDB 4RD1 was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in (24RD13

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

PDB 4RE7 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §34RE738

PDB 4RGE was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E24RGERY

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

PDB 4RJE was passing test before but now failed with Bgfill_missing_atomsgd error! Its run-log could be
found in §34R|ERS

PDB 4RJK was passing test before but now failed with Béfill_missing_atomsEd error! Its run-log could be
found in E24R]KEY

PDB 4RT2 was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §34RT258

PDB 4RT3 was passing test before but now failed with f8unrecognized_residuegd error! Its run-log could
be found in §34RT3E8

PDB 4RUM was passing test before but now failed with unrecognized_residuef error! Its run-log could
be found in E24RUMEY

PDB 4RV5 was passing test before but now failed with B&fill_missing_atomsg§ error! Its run-log could be
found in §%4RV53Y

PDB 4RXO was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in §34RXOZ}

PDB 4RXP was passing test before but now failed with gunrecognized_residuefl error! Its run-log could
be found in §34RXPEY

PDB 4RXQ was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §Z4RXQEY

PDB 4RXR was passing test before but now failed with §3unrecognized_residuegf error! Its run-log could
be found in §34RXREE

PDB 4RXS was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
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be found in F24RXSEY

PDB 4RY5 was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in BZ4RY5RY

PDB 4RZD was passing test before but now failed with B€unrecognized_residueRg error! Its run-log could
be found in §24RZDEY

PDB 4TME was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in §34TMER]

PDB 4TMW was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in E34TMWES

PDB 4TMX was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in B24TMXE8

PDB 4TNP was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §34TNPZg

PDB 4TNQ was passing test before but now failed with B€unrecognized residuefg error! Its run-log could
be found in §#4TNQEY

PDB 4TNR was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in BZ4TNREE

PDB 4TNX was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §34TNXE]

PDB 4TNZ was passing test before but now failed with f€unrecognized_residuefd error! Its run-log could
be found in §#4TNZE]

PDB 4TO0 was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in E24TOO0R]

PDB 4TO1 was passing test before but now failed with f€unrecognized_residueld error! Its run-log could
be found in §24TO1R

PDB 4T0O4 was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in §#4TO4E]

PDB 4TO5 was passing test before but now failed with B€unrecognized_residuefg error! Its run-log could
be found in B24TO5E]

PDB 4TQR was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in §24TQRZY

PDB 4TQS was passing test before but now failed with B€unrecognized_residueg error! Its run-log could
be found in F24TQSE]

PDB 4TU7 was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in E24TU7F3

PDB 4TU8 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in BEZ4TUSEY

PDB 4TU9 was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in §34TU9E8

PDB 4TUY was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in §34TUYE]

PDB 4TV8 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B24TV8E3

PDB 4TV9 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 24TV 9EY

PDB 4U03 was passing test before but now failed with Bqunrecognized_residueBg error! Its run-log could
be found in §34U03F4

PDB 4UOM was passing test before but now failed with fdunrecognized_residuefj error! Its run-log could
be found in E24UOME3

PDB 4U3] was passing test before but now failed with §funrecognized_residueff error! Its run-log could
be found in §24U3J5

PDB 4U4M was passing test before but now failed with Béfill_missing_atomsgd error! Its run-log could be
found in §34U4MEZ}

PDB 4UCI was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E24UCIE]

PDB 4UCZ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B24UCZE3

PDB 4UFV was passing test before but now failed with g2fill_missing_atomsEg error! Its run-log could be
found in §34UF Vi

PDB 4UUI was passing test before but now failed with g&fill_missing_atomsgd error! Its run-log could be
found in §34UUIR

PDB 4UXO was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in E24UXOEY

PDB 4UXP was passing test before but now failed with fdunrecognized_residuefj error! Its run-log could
be found in §24UXPZ]

PDB 4UXR was passing test before but now failed with fdunrecognized_residuegl error! Its run-log could
be found in f34UXRE]

PDB 4UXS was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B24UXSE8
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be found in (24 VORE]

PDB 4WC1 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
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be found in 24 WFLE3
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be found in §24WFME]
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be found in 24 WOPE
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be found in E24 X113
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be found in §¥4X1KEY

PDB 4X1Y was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in 34 X1YEY

PDB 4X20 was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in (24 X20FY

PDB 4X35 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in §¥4X358%

PDB 4X40 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in 34 X403

PDB 4X4Q was passing test before but now failed with fgunrecognized_residuegl error! Its run-log could
be found in 34 X4QF

PDB 4X4S was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B24X4S38

PDB 4XA5 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 34 XA5E8

PDB 4XF2 was passing test before but now failed with §8unknown@g error! Its run-log could be found in
894 XF2E3

PDB 4XIU was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ4XIUE3

PDB 4X]3 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §34X)3¢]

PDB 4XOl was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in 24 X0l

PDB 4XSV was passing test before but now failed with f8unrecognized residuef error! Its run-log could
be found in F24XSVEE

PDB 4XUL was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in §¥4XULRY

PDB 4XUS was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in 34 XUSE]

PDB 4Y1l was passing test before but now failed with f8unrecognized residuegd error! Its run-log could
be found in 24 Y138

PDB 4Y1] was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in §84Y1)38

PDB 4Y1M was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §24Y1Mg4

PDB 4YAZ was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
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be found in (24 YAZEY

PDB 4YCV was passing test before but now failed with Bunknowngd error! Its run-log could be found in
284 YCVEY

PDB 4YFU was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in 24 YFUEY

PDB 4YGA was passing test before but now failed with g8unknown@3 error! Its run-log could be found in
PDB 4Y]2 was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in E24Y]2F8

PDB 4Y]3 was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in B24Y]3E8

PDB 4Y]5 was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in §34Y]5E8

PDB 4YL2 was passing test before but now failed with B2fill_missing_atomsgg error! Its run-log could be
found in §34YL2E]

PDB 4YW8 was passing test before but now failed with fgbad_patchg8 error! Its run-log could be found
in

PDB 4YW9 was passing test before but now failed with fdunrecognized_residued error! Its run-log could
be found in 24 YW9E]

PDB 4ZBT was passing test before but now failed with §2fill_missing_atoms8 error! Its run-log could be
found in §34ZBTRY

PDB 4ZD] was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in B24ZDJ38

PDB 4ZDK was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §34ZDKE4

PDB 4ZDQ was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §34ZDQE]

PDB 4ZHQ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E24ZHQE]

PDB 4Z17 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §34Z17¢3

PDB 4ZKE was passing test before but now failed with funrecognized_residuelg error! Its run-log could
be found in 34 ZKEZ8

PDB 4ZOL was passing test before but now failed with Bdunrecognized residuefg error! Its run-log could
be found in f24Z0OLEY

PDB 4ZTU was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B24ZTUR

PDB 4ZTZ was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in 34ZTZ8Y

PDB 4ZWG was passing test before but now failed with fdunrecognized residuefg error! Its run-log could
be found in f34ZWGE

PDB 4ZWO was passing test before but now failed with g&fill_missing_atomsR§ error! Its run-log could be
found in g84ZWOR3

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

PDB 4ZZ6 was passing test before but now failed with Bdunrecognized_residueBf error! Its run-log could
be found in 34ZZ6F

PDB 521P was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in BZ521PFY

PDB 5A2X was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in F35A2XE4

PDB 5A2Y was passing test before but now failed with Bgunrecognized_residuegd error! Its run-log could
be found in §35A2YEY

PDB 5A2Z was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F35A2ZF

PDB 5A96 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BZ5A96E8

PDB 5A9A was passing test before but now failed with B8unrecognized_residueBg error! Its run-log could
be found in F35A9AE

PDB 5A9P was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ5A9PE

PDB 5AG0 was passing test before but now failed with 3fill_missing_atomsg3 error! Its run-log could be
found in BZ5AGOR]

PDB 5A03 was passing test before but now failed with §unrecognized_residueff error! Its run-log could
be found in F35A03F

PDB 5A04 was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
be found in F35A048

PDB 5AT1 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in BZ5AT1E8
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0509/error-logs/4zwg.log
https://www.rcsb.org/structure/4ZWO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0509/error-logs/4zwo.log
https://www.rcsb.org/structure/4ZWU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0509/error-logs/4zwu.log
https://www.rcsb.org/structure/4ZZ6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0510/error-logs/4zz6.log
https://www.rcsb.org/structure/521P
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0510/error-logs/521p.log
https://www.rcsb.org/structure/5A2X
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0510/error-logs/5a2x.log
https://www.rcsb.org/structure/5A2Y
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0510/error-logs/5a2y.log
https://www.rcsb.org/structure/5A2Z
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0510/error-logs/5a2z.log
https://www.rcsb.org/structure/5A96
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0511/error-logs/5a96.log
https://www.rcsb.org/structure/5A9A
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0511/error-logs/5a9a.log
https://www.rcsb.org/structure/5A9P
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0511/error-logs/5a9p.log
https://www.rcsb.org/structure/5AG0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0512/error-logs/5ag0.log
https://www.rcsb.org/structure/5AO3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0513/error-logs/5ao3.log
https://www.rcsb.org/structure/5AO4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0513/error-logs/5ao4.log
https://www.rcsb.org/structure/5AT1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0514/error-logs/5at1.log

PDB 5AXL was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ5AXLE]

PDB 5AXM was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in F35AXME]

PDB 5AXN was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ5AXNES

PDB 5AXU was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §35AXUZE

PDB 5AXV was passing test before but now failed with E8unrecognized_residuefd error! Its run-log could
be found in §I5AXVEY

PDB 5B20 was passing test before but now failed with f8unrecognized residuef error! Its run-log could
be found in f35B20F3

PDB 5B2Q was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §45B2QR8

PDB 5B47 was passing test before but now failed with g3fill_missing_atomsR8 error! Its run-log could be
found in §45B4 7R3

PDB 5BMV was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in F35BMVE]

PDB 5BO7 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in (35BO7R3

PDB 5BXU was passing test before but now failed with §2aa_differencef error! Its run-log could be
found in §35BXUz8

PDB 5C1T was passing test before but now failed with Eunrecognized_residuefd error! Its run-log could
be found in §35C1TE]

PDB 5C52 was passing test before but now failed with §8unrecognized_residuefl error! Its run-log could
be found in BZ5C52F

PDB 5C53 was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in §35C5338

PDB 5C55 was passing test before but now failed with B&fill_missing_atomsgg error! Its run-log could be
found in §35C55(]

PDB 5C8Y was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in EZ5C8YEE

PDB 5CAQ was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 45CAOQRS

PDB 5CA1 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in E35CA1R]

PDB 5CB4 was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in E25CB4F

PDB 5CJP was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §45C]PZ

PDB 5CK3 was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in F35CK3F4

PDB 5CM6 was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in E35CM6E]

PDB 5CR2 was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in BZ5CR2]

PDB 5CRA was passing test before but now failed with E2fill_missing_atomsEg error! Its run-log could be
found in §I5CRAG]

PDB 5DOE was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in §35DOERY

PDB 5D0G was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in EZ5D0GE]

PDB 5D4C was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §35D4CE4

PDB 5D4D was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in §35D4Dgg

PDB 5DA5 was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in EZ5DA5E

PDB 5DCV was passing test before but now failed with B€unrecognized_residueig error! Its run-log could
be found in E5DCVEE

PDB 5DIS was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in §35DISEY

PDB 5DLO was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in §35DLO3

PDB 5DLQ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in

PDB 5DX9 was passing test before but now failed with §8missing_disulfide_partnerfd error! Its run-log
could be found in 335DX938

PDB 5E41 was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could



https://www.rcsb.org/structure/5AXL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0514/error-logs/5axl.log
https://www.rcsb.org/structure/5AXM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0514/error-logs/5axm.log
https://www.rcsb.org/structure/5AXN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0514/error-logs/5axn.log
https://www.rcsb.org/structure/5AXU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0515/error-logs/5axu.log
https://www.rcsb.org/structure/5AXV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0515/error-logs/5axv.log
https://www.rcsb.org/structure/5B2O
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0515/error-logs/5b2o.log
https://www.rcsb.org/structure/5B2Q
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0515/error-logs/5b2q.log
https://www.rcsb.org/structure/5B47
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0515/error-logs/5b47.log
https://www.rcsb.org/structure/5BMV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0516/error-logs/5bmv.log
https://www.rcsb.org/structure/5BO7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0516/error-logs/5bo7.log
https://www.rcsb.org/structure/5BXU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.aa_difference.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0518/error-logs/5bxu.log
https://www.rcsb.org/structure/5C1T
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0518/error-logs/5c1t.log
https://www.rcsb.org/structure/5C52
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0519/error-logs/5c52.log
https://www.rcsb.org/structure/5C53
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0519/error-logs/5c53.log
https://www.rcsb.org/structure/5C55
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0519/error-logs/5c55.log
https://www.rcsb.org/structure/5C8Y
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0520/error-logs/5c8y.log
https://www.rcsb.org/structure/5CA0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0520/error-logs/5ca0.log
https://www.rcsb.org/structure/5CA1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0520/error-logs/5ca1.log
https://www.rcsb.org/structure/5CB4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0520/error-logs/5cb4.log
https://www.rcsb.org/structure/5CJP
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0521/error-logs/5cjp.log
https://www.rcsb.org/structure/5CK3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0521/error-logs/5ck3.log
https://www.rcsb.org/structure/5CM6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0522/error-logs/5cm6.log
https://www.rcsb.org/structure/5CR2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0522/error-logs/5cr2.log
https://www.rcsb.org/structure/5CRA
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0522/error-logs/5cra.log
https://www.rcsb.org/structure/5D0E
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0524/error-logs/5d0e.log
https://www.rcsb.org/structure/5D0G
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0524/error-logs/5d0g.log
https://www.rcsb.org/structure/5D4C
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0524/error-logs/5d4c.log
https://www.rcsb.org/structure/5D4D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0524/error-logs/5d4d.log
https://www.rcsb.org/structure/5DA5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0525/error-logs/5da5.log
https://www.rcsb.org/structure/5DCV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0526/error-logs/5dcv.log
https://www.rcsb.org/structure/5DIS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0526/error-logs/5dis.log
https://www.rcsb.org/structure/5DLO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0527/error-logs/5dlo.log
https://www.rcsb.org/structure/5DLQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0527/error-logs/5dlq.log
https://www.rcsb.org/structure/5DX9
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.missing_disulfide_partner.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0529/error-logs/5dx9.log
https://www.rcsb.org/structure/5E41
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html

be found in EI5E4 1R

PDB 5E6M was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ5E6ME

PDB 5EBU was passing test before but now failed with Bfill_missing_atomsgd error! Its run-log could be
found in §I5EBUEY

PDB 5EBW was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in E45EBWES

PDB 5EES5 was passing test before but now failed with Bgunrecognized_residuef error! Its run-log could
be found in EZ5EE5E]

PDB 5EEQ was passing test before but now failed with B&prepro_cyclic_pepfd error! Its run-log could be
found in B5EEQR

PDB 5EFC was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in EI5EFCEY

PDB 5EIB was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in B35EIBEY

PDB 5EIN was passing test before but now failed with §8unrecognized_residuefj error! Its run-log could
be found in BZ5EINFY

PDB 5EOM was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §35EOMEg

PDB 5EV1 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in EI5EV1E]

PDB 5EV2 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in BZ5EV283

PDB 5EV3 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in §35EV3EY

PDB 5EV4 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35EV4E]

PDB 5EWE was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BZ5EWERS

PDB 5EWF was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in F35EWFZY

PDB 5EXY was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in FI5EXYEY

PDB 5EXZ was passing test before but now failed with Bdunrecognized residuef error! Its run-log could
be found in FI5EXZEY

PDB 5EY0 was passing test before but now failed with g8unrecognized_residuefj error! Its run-log could
be found in BZ5EYORY

PDB 5EY1 was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in FI5EY 15

PDB 5EYP was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EI5EYPE]

PDB 5EZ5 was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in BZ5EZ5E8

PDB 5EZY was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §I5EZYEY

PDB 5F0Q was passing test before but now failed with fqunrecognized_residueg error! Its run-log could
be found in F35F0QF]

PDB 5F0S was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in BZ5F0SEY

PDB 5F8I was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §35F8IEY

PDB 5F9H was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35F9HEE

PDB 5F9R was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in EZ5F9REY

PDB 5FH0 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in BZ5FHOR

PDB 5FH1 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35FH1E8

PDB 5FH2 was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EZ5FH2FY

PDB 5FH3 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in BZ5FH3E8

PDB 5FH4 was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §35FH458

PDB 5FJC was passing test before but now failed with g8unrecognized_residued error! Its run-log could
be found in E35F)CEY

PDB 5FNV was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could

be found in BA5FNV3Y



file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0530/error-logs/5e41.log
https://www.rcsb.org/structure/5E6M
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0530/error-logs/5e6m.log
https://www.rcsb.org/structure/5EBU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0531/error-logs/5ebu.log
https://www.rcsb.org/structure/5EBW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.fill_missing_atoms.html
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PDB 5l1] was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could be
found in §4511)&3
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B3511088
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be found in §35]2TE8
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be found in §35]2UEY
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be found in §25)5CE3
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be found in §35]B2¢
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be found in §35|BGE]
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be found in £25)CBEjY
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be found in g25)CORY

PDB 5JH7 was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in Z5]H7%3
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PDB 5LEF was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §35LEFE8

PDB 5LJ5 was passing test before but now failed with unrecognized_residuef8 error! Its run-log could
be found in §35L)58%

PDB 5LLX was passing test before but now failed with Bgunrecognized_residuefd error! Its run-log could
be found in BZ5LLXEY

PDB 5LOV was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §35LOVE8

PDB 5LP6 was passing test before but now failed with gdunrecognized_residueig error! Its run-log could
be found in EI5LP6E]

PDB 5LU4 was passing test before but now failed with §&fill_missing_atomsBd error! Its run-log could be
found in E35LU4RY

PDB 5LW] was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in B45LW]EE

PDB 5LXS was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in F35LXSEY

PDB 5LXT was passing test before but now failed with fdunrecognized residuefg error! Its run-log could
be found in E35LXTEY

PDB 5LY] was passing test before but now failed with Bdunrecognized_residuefd error! Its run-log could
be found in BI5LY]E

PDB 5M3C was passing test before but now failed with 8unrecognized_residueff error! Its run-log could
be found in §35M3CEj

PDB 5M4W was passing test before but now failed with unrecognized_residuefg error! Its run-log
could be found in gZ5M4WE

PDB 5M50 was passing test before but now failed with Bdunrecognized_residueg error! Its run-log could
be found in BZ5M508

PDB 5M54 was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in §35M54E]

PDB 5M5C was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in §35M5CE

PDB 5M51 was passing test before but now failed with Bdunrecognized_residuef error! Its run-log could
be found in EZ5M5IE8

PDB 5M5L was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in (35M5LEY

PDB 5M5M was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in E35M5Mzg

PDB 5M5N was passing test before but now failed with B8unrecognized residuefg error! Its run-log could
be found in E35M5NE3

PDB 5M50 was passing test before but now failed with §unrecognized_residuefj error! Its run-log could
be found in (I5M5088

PDB 5M73 was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in §35M73¢]

PDB 5M7E was passing test before but now failed with fdunrecognized_residuegl error! Its run-log could
be found in F35M7ER]

PDB 5M7G was passing test before but now failed with §funrecognized_residuefd error! Its run-log could
be found in 25M7Gzg

PDB 5M8D was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in 25M8D38

PDB 5M8G was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §35M8GEg

PDB 5MCV was passing test before but now failed with f8unrecognized_residuefg error! Its run-log could
be found in E25MCVE

PDB 5MCW was passing test before but now failed with Bdunrecognized_residueld error! Its run-log
could be found in B35MCW3&g

PDB 5MF4 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §35MF458

PDB 5MIO was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in EZ5MIOR8

PDB 5MJS was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in §35M]SE

PDB 5MM4 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in 35MM45g

PDB 5MM7 was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in Eg5MM7E8

PDB 5MN5 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in F35MN5EY

PDB 5MN7 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in EZ5MN 738

PDB 5MN8 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
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be found in EZ5MN8E8

PDB 5MPS was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in E25MPSEY

PDB 5MQQ0 was passing test before but now failed with unrecognized_residuef error! Its run-log could
be found in §35MQO38

PDB 5MQW was passing test before but now failed with B8unrecognized_residuef error! Its run-log
could be found in E35MQWEg

PDB 5MUE was passing test before but now failed with B2fill_missing_atomsgg error! Its run-log could be
found in 85MUEZS

PDB 5MUG was passing test before but now failed with BE&fill_missing_atomsBd error! Its run-log could be
found in B35MUGRHY

PDB 5N5N was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in EZ5N5NE]

PDB 5ND2 was passing test before but now failed with G8unrecognized_residuefg error! Its run-log could
be found in §I5ND2E

PDB 5ND3 was passing test before but now failed with B€unrecognized_residueig error! Its run-log could
be found in (I5ND338

PDB 5ND4 was passing test before but now failed with f8unrecognized_residueig error! Its run-log could
be found in §I5ND4E]

PDB 5ND7 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in I5ND7E]

PDB 5NFV was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in BE5NFVE

PDB 5NFZ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EI5NFZE]

PDB 5NG1 was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in I5NG1E]

PDB 5NJH was passing test before but now failed with Bgunrecognized_residuefd error! Its run-log could
be found in BZ5N]JHE3

PDB 5NKL was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in §35NKLEE

PDB 5NM5 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in EZ5NM5EE

PDB 5NQT was passing test before but now failed with B€unrecognized residueBg error! Its run-log could
be found in EZ5NQTE]

PDB 5NQU was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in BI5NQU3Y

PDB 507A was passing test before but now failed with fgunrecognized_residuegl error! Its run-log could
be found in §3507AF

PDB 507T was passing test before but now failed with B€unrecognized residuefg error! Its run-log could
be found in §3507TEY

PDB 50AM was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in (350AME]

PDB 50CU was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §350CUE4

PDB 50GC was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in E350GC38

PDB 50PD was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in BZ50PDEY

PDB 50SK was passing test before but now failed with §3unrecognized_residuefg error! Its run-log could
be found in §350SKE8

PDB 50V7 was passing test before but now failed with dunrecognized_residuelg error! Its run-log could
be found in 350V 7§

PDB 50X] was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in EZ50X]zY

PDB 554D was passing test before but now failed with E8unknowngd error! Its run-log could be found in
38554 D28

PDB 5S4L was passing test before but now failed with B8unrecognized_residuegd error! Its run-log could
be found in §35S4LE]

PDB 554M was passing test before but now failed with Bdunrecognized residuef error! Its run-log could
be found in F35S4 Mg

PDB 554N was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in I5S4NEg

PDB 5540 was passing test before but now failed with §8unrecognized_residueig error! Its run-log could
be found in §35S4 08

PDB 5S4P was passing test before but now failed with ffunrecognized_residuefd error! Its run-log could
be found in F3554 P&}

PDB 554Q was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in BZ554 Q&8
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PDB 554R was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §35S4R38

PDB 554S was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
be found in F3554SE]

PDB 554T was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in B2554 T3

PDB 554U was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §35S4UR4

PDB 554V was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in 3554 Vig

PDB 554W was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in 3554 WES

PDB 554X was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §3554X8%

PDB 554Y was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in F3554 Y&

PDB 554Z was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in 3554738

PDB 5550 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in 555083

PDB 5551 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in E45S51F

PDB 5552 was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in F35552¢

PDB 5553 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in BZ5S53F3

PDB 5554 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in E35S54E

PDB 5555 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in E35S55E9

PDB 5556 was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in EZ5S56E

PDB 5557 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in 4555783

PDB 5558 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in 35558

PDB 5559 was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in EZ5559¢

PDB 5S55A was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BI5S5A8%

PDB 555B was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §35S5BE8

PDB 5S5C was passing test before but now failed with g3unrecognized_residuefd error! Its run-log could
be found in §35S5C38

PDB 555D was passing test before but now failed with f€unrecognized_residueRg error! Its run-log could
be found in B25S5DE3

PDB 5S5E was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in EI5S5ERY

PDB 5S5F was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35S5FE]

PDB 555G was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in BZ5S5GEE

PDB 555H was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in F35S5HEY

PDB 5S5I was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in E35S5153

PDB 555] was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in 2555

PDB 555K was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §35S5KE]

PDB 5S5L was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in §35S5LE]

PDB 555M was passing test before but now failed with Bdunrecognized residuef error! Its run-log could
be found in F35S5ME]

PDB 555N was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EI5S5NE]

PDB 5550 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §35S5068

PDB 5S5P was passing test before but now failed with ffunrecognized_residuefd error! Its run-log could
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PDB 5U3G was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
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PDB 5U6R was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
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be found in F35ULWES

PDB 5ULX was passing test before but now failed with gunrecognized_residuelg error! Its run-log could
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be found in EZ5V97EY

PDB 5V9F was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in 35VIFZ

PDB 5V9G was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in §35VIGH]

PDB 5VE7 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35VE7E]

PDB 5VFB was passing test before but now failed with Bifill_missing_atomsB error! Its run-log could be
found in E45VFBRY

PDB 5V08 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §35VO8&Y
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PDB 5VQ2 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E25VQ2R3
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be found in §35VZ8E4
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be found in §35VZBE]
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be found in F35VZER]

PDB 5VZH was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §35VZHEE

PDB 5VZL was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in EI5VZLE]
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be found in §35W0OE]
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PDB 5W20 was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
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PDB 5W3F was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
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be found in F35W3FEY

PDB 5W3H was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in BZ5W3HEE

PDB 5W3] was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in EZ5W3Jz3

PDB 5W5R was passing test before but now failed with Béfill_missing_atomsgd error! Its run-log could be
found in §35W5RE]

PDB 5W6K was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in EZ5W6KEY

PDB 5WBF was passing test before but now failed with B8unknowng§ error! Its run-log could be found in
E45WBFEY

PDB 5WDG was passing test before but now failed with BEfill_missing_atomsgd error! Its run-log could be
found in B85 WDGEE

PDB 5WM1 was passing test before but now failed with f8unrecognized_residueig error! Its run-log
could be found in BE5WM1E]

PDB 5WM8 was passing test before but now failed with §funrecognized_residueig error! Its run-log
could be found in BE5WM83Q

PDB 5WMB was passing test before but now failed with fgunrecognized_residuefd error! Its run-log
could be found in E85WMBEg

PDB 5WSG was passing test before but now failed with 8unrecognized_residuefg error! Its run-log could
be found in §I5WSGES

PDB 5WU2 was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in BE5WU238

PDB 5WU3 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in EI5WU3E8

PDB 5WZY was passing test before but now failed with funrecognized_residuef8 error! Its run-log could
be found in §35WZYE8

PDB 5X0I was passing test before but now failed with Bgfill_missing_atomsgg error! Its run-log could be
found in 25X0IE3

PDB 5X6Z was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F35X6ZF4

PDB 5XAF was passing test before but now failed with Eunrecognized_residuefd error! Its run-log could
be found in §35XAFE]

PDB 5XAG was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in 35 XAGE]

PDB 5XC5 was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in g45XC5E]

PDB 5XEQ was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §35XE0QE]

PDB 5XGD was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in F35XGDE]

PDB 5XHC was passing test before but now failed with Bdunrecognized_residuefd error! Its run-log could
be found in g5 XHCEE

PDB 5XI15 was passing test before but now failed with fdunrecognized_residuef§ error! Its run-log could
be found in §35XI5E]

PDB 5XI7 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §35XI17E3

PDB 5XIW was passing test before but now failed with §8unrecognized_residuegf error! Its run-log could
be found in BZ5XIWEY

PDB 5XKE was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in §35XKEZ8

PDB 5XKF was passing test before but now failed with B2unrecognized_residuegg error! Its run-log could
be found in EI5XKFE]

PDB 5XKG was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E35XKGEY

PDB 5XKH was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in §35XKHE3

PDB 5XLT was passing test before but now failed with fgunrecognized_residuef error! Its run-log could
be found in §35XLTEY

PDB 5XLZ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ5XLZE]

PDB 5X0OJ was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in BZ5XOJE

PDB 5XOX was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EI5XOXE]

PDB 5XP3 was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in E35XP3E]

PDB 5XR2 was passing test before but now failed with Bgunknownig error! Its run-log could be found in
B85 XR2EY
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PDB 5XR7 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E35XR7EY

PDB 5XTM was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in §I5XTME]

PDB 5XXT was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in BZ5XXTEY

PDB 5XXV was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in EI5XXVEY

PDB 5XXW was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in EI5XXWEE

PDB 5XXX was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EZ5XXXE8

PDB 5Y7M was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §45Y7 Mg

PDB 5Y88 was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in F35Y88F4

PDB 5YL2 was passing test before but now failed with B2unrecognized_residuef error! Its run-log could
be found in E45YL2E]

PDB 5YL4 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BI5YLA4R3

PDB 5YLE was passing test before but now failed with §2fill_missing_atomsgg error! Its run-log could be
found in 35 YLERY

PDB 5YL] was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in EI5YLJEH

PDB 5YLS was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in BZ5YLSEY

PDB 5YLZ was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in 35YLZ38

PDB 5YRO was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in §35YROZ

PDB 5YST was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in E35YSTEY

PDB 5YSU was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in EI5YSURY

PDB 5YTB was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in EI5YTBEY

PDB 5YTC was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in E35YTCER

PDB 5YTD was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in §35YTDRY

PDB 5YTE was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §35YTEZE

PDB 5YTF was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
be found in EI5YTFEY

PDB 5YTG was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in BZ5YTGRY

PDB 5YTH was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in §35YTHE8

PDB 5YU6 was passing test before but now failed with unrecognized_residueg error! Its run-log could
be found in §35YU6ES

PDB 5YWU was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E25YWUES

PDB 5YWYV was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in §35YWVi8

PDB 5YZ3 was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in §35YZ3E

PDB 5Z09 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in EZ5Z09FY

PDB 5Z2M was passing test before but now failed with §3unrecognized_residuefg error! Its run-log could
be found in §35Z2Mgj

PDB 5Z3N was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35Z3Ngg

PDB 5Z4M was passing test before but now failed with g8unrecognized_residuefl error! Its run-log could
be found in §35Z24Mgg

PDB 5Z4P was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §35Z4Pgg

PDB 574U was passing test before but now failed with f8unrecognized_residuefg error! Its run-log could
be found in 3524 Uz

PDB 5Z58 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
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be found in §35Z5858

PDB 5ZPU was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ5ZPURY

PDB 5ZTM was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §35ZTME]

PDB 5ZUE was passing test before but now failed with fEunrecognized_residuefd error! Its run-log could
be found in §35ZUER]

PDB 5ZWO was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in E35ZWOZ8

PDB 5ZXH was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ5ZXHE3

PDB 6A24 was passing test before but now failed with B&fill_missing_atomsRg8 error! Its run-log could be
found in §26A24E3

PDB 6A38 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §36A3838

PDB 6A3A was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E26A3AR

PDB 6A3B was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f36A3BE]

PDB 6A3C was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in F26A3CEY

PDB 6A3E was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in BZ6A3ERE

PDB 6A8P was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in E26A8PE]

PDB 6AEH was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in BI6AEHEE

PDB 6AGK was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in B26AGKEY

PDB 6AHO was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in §36AHOZE

PDB 6AID was passing test before but now failed with g8unknown@gd error! Its run-log could be found in
E26AIDE]

PDB 6AJP was passing test before but now failed with funrecognized_residuefj error! Its run-log could
be found in EZ6A]PE3

PDB 6AK5 was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in BZ6AK5FY

PDB 6AK6 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in F36AK6ES

PDB 6AL9 was passing test before but now failed with §&fill_missing_atomsBd error! Its run-log could be
found in 36AL9E8

PDB 6AMO was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B26AMORE]

PDB 6AN2 was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §36AN238

PDB 6AN8 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in F26AN8EE

PDB 6ANQ was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ6ANQE]

PDB 6AQ4 was passing test before but now failed with 2fill_missing_atomskg error! Its run-log could be
found in §36AQ458

PDB 6ARB was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in E46ARBES

PDB 6ASW was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in EZ6ASWEY

PDB 6AVM was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in E26AVMEE

PDB 6AVT was passing test before but now failed with B2unrecognized_residuegg error! Its run-log could
be found in E26AVTE]

PDB 6B0OC was passing test before but now failed with f2unrecognized residuef error! Its run-log could
be found in E26B0CEY

PDB 6B0I was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ26BO0IE3

PDB 6BOL was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §26BOLEY

PDB 6B6H was passing test before but now failed with gfunrecognized_residuef error! Its run-log could
be found in §26B6HEE

PDB 6BAZ was passing test before but now failed with gunknowng error! Its run-log could be found in

BU6BAZE
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0647/error-logs/6an2.log
https://www.rcsb.org/structure/6AN8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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PDB 6BB0 was passing test before but now failed with E8unknownig error! Its run-log could be found in
E26BB0OEE

PDB 6BB1 was passing test before but now failed with fgunknowni error! Its run-log could be found in
E26BB1E8

PDB 6BB2 was passing test before but now failed with Bgunknown@g error! Its run-log could be found in
PDB 6BBN was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26BBNEY

PDB 6BBP was passing test before but now failed with gunrecognized_residuelg error! Its run-log could
be found in §26BBP38

PDB 6BBQ was passing test before but now failed with fdunrecognized residuefd error! Its run-log could
be found in E26BBQEA

PDB 6BD9 was passing test before but now failed with B2fill_missing_atomskg error! Its run-log could be
found in §26BD9R3

PDB 6BEL was passing test before but now failed with §funrecognized_residuef error! Its run-log could
be found in F26BELFY

PDB 6BEM was passing test before but now failed with g8unrecognized residuefd error! Its run-log could
be found in §26BEMEZg

PDB 6BH] was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in §Z6BH]E8

PDB 6BJC was passing test before but now failed with §unrecognized_residuefg error! Its run-log could
be found in 26B]CE3

PDB 6BK8 was passing test before but now failed with unrecognized_residueg error! Its run-log could
be found in §26BK8E4

PDB 6BM7 was passing test before but now failed with §&fill_missing_atomsg3 error! Its run-log could be
found in E6BM7E3

PDB 6BQ8 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §26BQ8E]

PDB 6BR1 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in f26BR1EY

PDB 6BRF was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in Z6BRFEY

PDB 6BRY was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26 BRYE]

PDB 6BS2 was passing test before but now failed with fEunrecognized_residuefd error! Its run-log could
be found in §36BS2E

PDB 6BWQ was passing test before but now failed with B8unrecognized residuef error! Its run-log could
be found in E26BW QR

PDB 6C27 was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in §26C277

PDB 6C4A was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in E86C4ARE

PDB 6C4C was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in §¥6C4CRY

PDB 6C7N was passing test before but now failed with g3fill_missing_atomsg3 error! Its run-log could be
found in B86C7NE3

PDB 6CB3 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in f26CB3¢]

PDB 6CC1 was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in F36CC1E]

PDB 6CC3 was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in E26CC3E3

PDB 6CJ3 was passing test before but now failed with géfill_missing_atomsBd error! Its run-log could be
found in §36C)3E]

PDB 6CK4 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in F36CK453

PDB 6CKK was passing test before but now failed with f2unrecognized residuef error! Its run-log could
be found in F26 CKKE

PDB 6CM2 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in BI6CM2§3

PDB 6CM9 was passing test before but now failed with gdunrecognized_residueig error! Its run-log could
be found in §36CM9&Y

PDB 6COM was passing test before but now failed with gfill_missing_atomsgd error! Its run-log could be
found in §36COMEY

PDB 6CR3 was passing test before but now failed with fdunrecognized_residued error! Its run-log could
be found in 26CR3E

PDB 6CR4 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 36 CR4E]

PDB 6CR5 was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
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https://www.rcsb.org/structure/6C4C
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0656/error-logs/6cb3.log
https://www.rcsb.org/structure/6CC1
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/0658/error-logs/6ck4.log
https://www.rcsb.org/structure/6CKK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.full/62155/data/pdbs.unrecognized_residue.html
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be found in 26 CR5E]

PDB 6CR6 was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in B26CR6EY

PDB 6CR7 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E26CR7EY

PDB 6CR8 was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in E26CR8E]

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 f€unrecognized_residueRf error! Its run-log could
be found in 26 CRCE3

PDB 6CRI was passing test before but now failed with gunrecognized_residueg error! Its run-log could
be found in §26CRIEY

PDB 6CTI was passing test before but now failed with f8unrecognized residuef error! Its run-log could
be found in §26CTIEY

PDB 6CT] was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in BZ6CT]RY

PDB 6CTK was passing test before but now failed with §dunrecognized_residueif error! Its run-log could
be found in §36CTKEE

PDB 6CTL was passing test before but now failed with funrecognized_residuefd error! Its run-log could
be found in F36CTLEE

PDB 6CTM was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in B26CTMEZg

PDB 6CTN was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §I6CTNE]

PDB 6CTO was passing test before but now failed with Bdunrecognized_residuefg error! Its run-log could
be found in f36CTOR

PDB 6CTP was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in B26CTPE]

PDB 6CTQ was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in §36CTQ#

PDB 6CTR was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in F36CTREY

PDB 6CTT was passing test before but now failed with Bdunrecognized_residuef error! Its run-log could
be found in E26CTTEY

PDB 6CTU was passing test before but now failed with f€unrecognized_residuelf error! Its run-log could
be found in B26CTUR3

PDB 6CTV was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in F36CTVZ

PDB 6CTW was passing test before but now failed with funrecognized_residuefd error! Its run-log could
be found in §36CTWES

PDB 6CTX was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in B26CTXEY

PDB 6CU1 was passing test before but now failed with §dunrecognized_residueif error! Its run-log could
be found in §36CU158

PDB 6CVE was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in 36 CVER]

PDB 6CV] was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in BZ6CVJF

PDB 6CVN was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26 CVNEY

PDB 6CZB was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §36CZBgg

PDB 6D4G was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in (26D4GEj

PDB 6D71 was passing test before but now failed with f€unrecognized_residueRf error! Its run-log could
be found in f26D71F3

PDB 6D83 was passing test before but now failed with B€unrecognized_residuefd error! Its run-log could
be found in §26D83E

PDB 6D84 was passing test before but now failed with f€unrecognized residuefg error! Its run-log could
be found in E26D84E8
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be found in E26D88E3
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be found in 26D9M38

PDB 6DCB was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §26DCBEY

PDB 6DDE was passing test before but now failed with B&fill_missing_atomsR§ error! Its run-log could be
found in E26DDER]
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PDB 6DDF was passing test before but now failed with E2fill_missing_atomsEg error! Its run-log could be
found in §36DDFEY

PDB 6DFC was passing test before but now failed with f€unrecognized_residuef error! Its run-log could
be found in §26DFCEY

PDB 6DFF was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in B26DFFE]

PDB 6DHD was passing test before but now failed with g3unrecognized_residuefg error! Its run-log could
be found in §236DHD38

PDB 6DHM was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §26DHMEg

PDB 6DHN was passing test before but now failed with f8unrecognized_residuegd error! Its run-log could
be found in 26 DHNEE

PDB 6DHQ was passing test before but now failed with f8unrecognized_residuefl error! Its run-log could
be found in (26 DHQRY

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 residuefg error! Its run-log could
be found in §36DLSE]

PDB 6DLT was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in

PDB 6DMC was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26DMCE

PDB 6DMD was passing test before but now failed with Bqunrecognized_residueBg error! Its run-log could
be found in §26DMDE

PDB 6DME was passing test before but now failed with §8unrecognized_residueff error! Its run-log could
be found in E26DMERE

PDB 6DNR was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in 26DNRE]

PDB 6DPU was passing test before but now failed with f8unrecognized_residuegl error! Its run-log could
be found in §36DPUZY

PDB 6DPV was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in E26DPVEg

PDB 6DPW was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in 26 DPWEY

PDB 6DTA was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in f36DTAZ

PDB 6DW3 was passing test before but now failed with unrecognized_residuef error! Its run-log could
be found in E26DW 3§

PDB 6DW4 was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in (26 DW4Z)

PDB 6DWS5 was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §36DW5E8

PDB 6DW7 was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in §26DW 738

PDB 6DWD was passing test before but now failed with B8unrecognized_residuefd error! Its run-log
could be found in 26DWDE3

PDB 6DW] was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §26DW|E]

PDB 6DWK was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in 26 DWKEY

PDB 6EQ04 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ6E04R]

PDB 6EQ5 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in EZ6EQ5E]

PDB 6E06 was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in E26E06E]

PDB 6EON was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in EZ6EONE]

PDB 6E7B was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in I6E7BEY

PDB 6E7C was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in B36E7C38

PDB 6E88 was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in F46E88EY

PDB 6EG5 was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in B6EG5EE

PDB 6EVW was passing test before but now failed with 8unrecognized_residuel error! Its run-log could
be found in FI6EVWEY

PDB 6EVX was passing test before but now failed with f8unrecognized_residueg error! Its run-log could
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be found in FI6EVXEY

PDB 6EVY was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ6EVYEY

PDB 6EVZ was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in F36EVZE]

PDB 6EWO0 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in E26EWO038

PDB 6EWZ was passing test before but now failed with unrecognized_residuef error! Its run-log could
be found in EZ6EWZEY

PDB 6EXN was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BI6EXNEY

PDB 6F7C was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in E26F7CzJ

PDB 6FF4 was passing test before but now failed with qunrecognized_residuefl error! Its run-log could
be found in F36FF433

PDB 6FF7 was passing test before but now failed with f8unrecognized_residueg error! Its run-log could
be found in §26FF 77

PDB 6FF8 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in F36FF8E]

PDB 6FIl was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §26FIIZY

PDB 6FJF was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in BZ6F]FEa

PDB 6FJM was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in §36F]ME]

PDB 6FK] was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in F36FK]E]

PDB 6FKL was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in B26FKLEY

PDB 6FM1 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in §36FM158

PDB 6FWK was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in F36FWKE]

PDB 6FXE was passing test before but now failed with f8unknown@g error! Its run-log could be found in
BU6FXER]

PDB 6GOA was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in (26 GOARS

PDB 6G2Q was passing test before but now failed with dunrecognized_residueig error! Its run-log could
be found in f26G2

PDB 6G9W was passing test before but now failed with qunrecognized_residuefl error! Its run-log could
be found in F36GIWES

PDB 6GF3 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in 36 GF 383

PDB 6GJ4 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §26GJ4E3

PDB 6GMB was passing test before but now failed with BEfill_missing_atomsgd error! Its run-log could be
found in §26GMBEY

PDB 6GVM was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ6GVME

PDB 6GVN was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §36GVNZE

PDB 6GWC was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in 36 GWC3g

PDB 6GWD was passing test before but now failed with fgunrecognized_residuefd error! Its run-log
could be found in 26 GWDES

PDB 6GX7 was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in BI6GX7R3

PDB 6GZE was passing test before but now failed with dunrecognized_residuelg error! Its run-log could
be found in f36GZEFY

PDB 6H1V was passing test before but now failed with g8unrecognized residuelg error! Its run-log could
be found in EZ6H1VEY

PDB 6H2S was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in g86H2SE8

PDB 6H9B was passing test before but now failed with §Junrecognized_residueig error! Its run-log could
be found in §36H9 B3

PDB 6HDU was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in f26HDUE]

PDB 6HX8 was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in BZ6HX8EY
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PDB 6HXU was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in F36HXUEE

PDB 6100 was passing test before but now failed with fgunrecognized_residuef error! Its run-log could
be found in §26100E]

PDB 612] was passing test before but now failed with fdunrecognized_residueg error! Its run-log could
be found in 2612138

PDB 615C was passing test before but now failed with Bdunrecognized_residuefd error! Its run-log could
be found in §3615CEY

PDB 618A was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in 26I18AE]

PDB 6lA7 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in E461A7E]

PDB 6IAE was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B46I1AERS

PDB 6IAN was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in §61ANEY

PDB 6lAO was passing test before but now failed with gZbad_patch@g error! Its run-log could be found in
E261A0R]

PDB 6ICZ was passing test before but now failed with g3unrecognized_residuefg error! Its run-log could
be found in §¥61CZ38

PDB 61D0 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §26ID0FY

PDB 6ID1 was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in 261D 1§3

PDB 61F2 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ61F2E3

PDB 6IF3 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in £261F3F]

PDB 61G2 was passing test before but now failed with f8unrecognized_residuegl error! Its run-log could
be found in §¥61G2F4

PDB 6116 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in (26116F8

PDB 61KZ was passing test before but now failed with f8unrecognized_residuelg error! Its run-log could
be found in §¥61KZEg

PDB 6IW7 was passing test before but now failed with f8unrecognized_residuegd error! Its run-log could
be found in 261W 733

PDB 61YB was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in 261YBEY

PDB 6)5X was passing test before but now failed with Bifill_missing_atomsgg error! Its run-log could be
found in §26)5X&3

PDB 6]5Y was passing test before but now failed with B&fill_missing_atomsEd error! Its run-log could be
found in §36)5YEY

PDB 6J6G was passing test before but now failed with f2unrecognized_residuegl error! Its run-log could
be found in §¥6)6GEd

PDB 6)6H was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in (26)6HZY

PDB 6)6N was passing test before but now failed with §3unrecognized_residuefg error! Its run-log could
be found in §26]6NZ3

PDB 6)6Q was passing test before but now failed with fgunrecognized_residuef error! Its run-log could
be found in §26)6QE]

PDB 6]72 was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in £26)7283

PDB 6)9U was passing test before but now failed with B&fill_missing_atomsRd error! Its run-log could be
found in §46]9Uz8

PDB 6JC] was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in §26]CJE3

PDB 6]JED was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in g26]EDEA

PDB 6]12 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §26]1278

PDB 6JMG was passing test before but now failed with B8unrecognized_residuegd error! Its run-log could
be found in §26|MGEj

PDB 6]P5 was passing test before but now failed with BEfill_missing_atomsEg error! Its run-log could be
found in §86]P5E3

PDB 6)]P8 was passing test before but now failed with Béfill_missing_atomsEg error! Its run-log could be
found in §26]P8EY
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found in §26]PB&Y

PDB 6]VW was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in §26]VWE

PDB 6K1L was passing test before but now failed with g&fill_missing_atomsR§ error! Its run-log could be
found in §36K1LEY

PDB 6K1M was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in g6K1ME8

PDB 6K32 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ6K32F]

PDB 6K3] was passing test before but now failed with 8unrecognized_residuefj error! Its run-log could
be found in B26K3J88

PDB 6K3K was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in FI6K3KE]

PDB 6K9V was passing test before but now failed with gunrecognized_residuegd error! Its run-log could
be found in §26K9VEE

PDB 6KFT was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in

PDB 6KN] was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in f26KN

PDB 6KNZ was passing test before but now failed with qunrecognized_residueBg error! Its run-log could
be found in F26KNZEY

PDB 6KPP was passing test before but now failed with §8unrecognized_residuegf error! Its run-log could
be found in E26KPPEE

PDB 6KQD was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §36KQDE]

PDB 6KQL was passing test before but now failed with f8unrecognized_residueg error! Its run-log could
be found in F36KQLEY

PDB 6KQM was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in EZ6KQME]

PDB 6KQN was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §36KQNEE

PDB 6KSF was passing test before but now failed with §38bad_patchgj error! Its run-log could be found in
BI6KSFRY

PDB 6KWR was passing test before but now failed with funrecognized_residuefl error! Its run-log could
be found in EZ6KWREY

PDB 6L06 was passing test before but now failed with Bifill_missing_atomsgg error! Its run-log could be
found in gZ6LO6RY

PDB 6L07 was passing test before but now failed with Bgfill_missing_atomsgd error! Its run-log could be
found in §26LO7EY

PDB 6L54 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in ¥6L54E]

PDB 6L74 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B26L7483

PDB 6L8K was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §36L8KEE

PDB 6LAU was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in F36LAUZY

PDB 6LAZ was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in BZ6LAZE]

PDB 6LK4 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in 36LK458

PDB 6LPT was passing test before but now failed with g8unknowngg error! Its run-log could be found in
E26LPTEY

PDB 6LQ9 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in EZ6LQ9%Y

PDB 6LS4 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B26LS4R3

PDB 6LSM was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §I6LSME]

PDB 6LSN was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in EZ6LSNES

PDB 6M60 was passing test before but now failed with Bdunrecognized_residuefg error! Its run-log could
be found in E26M608E

PDB 6M6R was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in 26M6REY

PDB 6M6S was passing test before but now failed with Bdunrecognized_residuegd error! Its run-log could
be found in F36M6SE]

PDB 6M6X was passing test before but now failed with g3unrecognized_residuefl error! Its run-log could
be found in EZ6M6XEY
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PDB 6M73 was passing test before but now failed with Bunknowng§ error! Its run-log could be found in
E26M7 358

PDB 6M74 was passing test before but now failed with Bunknowngd error! Its run-log could be found in
EaeM7458

PDB 6MCB was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in 26 MCBE3

PDB 6MCC was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in E26MCC38

PDB 6MLQ was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in §26MLQFY

PDB 6MLR was passing test before but now failed with fdunrecognized residuefd error! Its run-log could
be found in 26 MLREY

PDB 6MNX was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in (26 MNXE]

PDB 6MP3 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §36MP3F3

PDB 6MQ8 was passing test before but now failed with funrecognized_residuef error! Its run-log could
be found in §26MQ838

PDB 6MV8 was passing test before but now failed with f8unknown@g error! Its run-log could be found in
26 MV8EY

PDB 6MWN was passing test before but now failed with f8unrecognized_residuef error! Its run-log
could be found in Z6MWNE

PDB 6MZE was passing test before but now failed with gfunrecognized_residueffd error! Its run-log could
be found in 36MZEZ8

PDB 6MZF was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ6MZFE]

PDB 6MZG was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §36MZGE4

PDB 6N2C was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in E86N2CZ8

PDB 6N2V was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in EZ6N2VEY

PDB 6N47 was passing test before but now failed with f2unrecognized_residuefg error! Its run-log could
be found in §26N47E8

PDB 6N5K was passing test before but now failed with B€unrecognized_residuefd error! Its run-log could
be found in FI6N5KE]

PDB 6N5N was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in E26N5NEY

PDB 6N50 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in BI6N508Y

PDB 6N5P was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in F36N5 P&

PDB 6N5Q was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in EI6N5QE]

PDB 6N5S was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ6N5SE]

PDB 6N5T was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in F36N5TZH

PDB 6N63 was passing test before but now failed with B2fill_missing_atomsgd error! Its run-log could be
found in E86N63R3

PDB 6N7W was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in B26N7WEE

PDB 6N9U was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E26N9UEY

PDB 6N9V was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §I6N9VEE

PDB 6N9W was passing test before but now failed with f8unrecognized_residuegd error! Its run-log could
be found in E26N9WEE

PDB 6N9X was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in BI6N9XEY

PDB 6NFP was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in E6NFPZ3

PDB 6NKR was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in F36NKREY

PDB 6NKS was passing test before but now failed with f€unrecognized_residueBg error! Its run-log could
be found in BI6NKSES

PDB 6NKT was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in FI6NKTE]

PDB 6NKU was passing test before but now failed with fgunrecognized_residuegd error! Its run-log could
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be found in F26NKUEY

PDB 6NKV was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in BZ6NKVEY

PDB 6NKW was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in 26 NKWEE

PDB 6NKX was passing test before but now failed with ggunrecognized_residuelg error! Its run-log could
be found in FI6NKXEY

PDB 6NKY was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in EZ6NKYE]

PDB 6NKZ was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in BZ6NKZEY

PDB 6NLO was passing test before but now failed with fEunrecognized_residuefd error! Its run-log could
be found in §I6NLOE]

PDB 6NNG was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in E26NNGES

PDB 602Q was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in 8602 Q&

PDB 602R was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f2602REY

PDB 605M was passing test before but now failed with funrecognized_residuef8 error! Its run-log could
be found in §3605Mzg

PDB 605N was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in B2605N38

PDB 6061 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §36061(]

PDB 606E was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §I606ER]

PDB 60GZ was passing test before but now failed with f8unrecognized_residuelg error! Its run-log could
be found in B260GZEY

PDB 60IX was passing test before but now failed with §funrecognized_residuefd error! Its run-log could
be found in §2601XEY

PDB 60JQ was passing test before but now failed with f8unrecognized_residuegd error! Its run-log could
be found in §260] Q8

PDB 60VI was passing test before but now failed with B&fill_missing_atomsEg error! Its run-log could be
found in §260VIEY

PDB 60VR was passing test before but now failed with f€unrecognized_residueBf error! Its run-log could
be found in EZ60VREE

PDB 60VY was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §360VYE

PDB 60W3 was passing test before but now failed with Bdunrecognized_residuef error! Its run-log could
be found in f260W 3§

PDB 60Y5 was passing test before but now failed with 8unrecognized_residuefd error! Its run-log could
be found in EZ60Y5F]

PDB 60Y6 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §360Y6E8

PDB 60QY7 was passing test before but now failed with unrecognized_residueg error! Its run-log could
be found in §260Y7E8

PDB 60YY was passing test before but now failed with B&fill_missing_atomsR3 error! Its run-log could be
found in E260YYRY

PDB 6078 was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in 3607853

PDB 60ZF was passing test before but now failed with EEunrecognized_residuefd error! Its run-log could
be found in f360ZFE]

PDB 60ZH was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E260ZHE

PDB 60ZI was passing test before but now failed with §funrecognized_residueff error! Its run-log could
be found in BZ60ZIFY

PDB 60Z] was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in 2607

PDB 60ZK was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in F260ZKEY

PDB 60ZL was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B260ZLEY

PDB 60ZM was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f360ZME]

PDB 60ZN was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in F360ZNE]

PDB 60Z0 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in Z260Z038
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PDB 60ZP was passing test before but now failed with §3unrecognized_residuegf error! Its run-log could
be found in §360ZP38

PDB 60ZQ was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in f260ZQ38

PDB 60ZR was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in E260ZREY

PDB 60ZS was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §360ZSE4

PDB 6P02 was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in §36P0238

PDB 6P1U was passing test before but now failed with g8unrecognized_residuefl error! Its run-log could
be found in E26P1URY

PDB 6P1Y was passing test before but now failed with g&fill_missing_atomsR§ error! Its run-log could be
found in §26P1YRY

PDB 6P2H was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in f36P2HZY

PDB 6P5A was passing test before but now failed with fgunrecognized _residuefd error! Its run-log could
be found in F26P5AE]

PDB 6P71 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §46P718%

PDB 6PB4 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f26PB4E]

PDB 6PC4 was passing test before but now failed with Bgunrecognized_residuefd error! Its run-log could
be found in §36PCA4E]

PDB 6PE2 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in E26PE28%

PDB 6PK4 was passing test before but now failed with f8unrecognized_residueBg error! Its run-log could
be found in F36PK4Z3

PDB 6PK7 was passing test before but now failed with f8unrecognized_residuelg error! Its run-log could
be found in F36PK7Z4

PDB 6PRV was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ6PRVE]

PDB 6PV3 was passing test before but now failed with Bprepro_cyclic_pepgd error! Its run-log could be
found in §26PV3E8

PDB 6PWY was passing test before but now failed with Bdunrecognized_residueg error! Its run-log could
be found in F36PWYEY

PDB 6Q2P was passing test before but now failed with fdunrecognized residuefg error! Its run-log could
be found in E26Q2PFY

PDB 6Q2Q was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in

PDB 6Q4T was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §36Q4TEY

PDB 6Q4U was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §26Q4UEY

PDB 6Q4V was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in

PDB 6082 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §36Q82

PDB 6Q84 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §26Q84:]

PDB 6QCV was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in E26QCVEY

PDB 6QHW was passing test before but now failed with §2fill_missing_atomsgg error! Its run-log could be
found in 86 QHWWEE

PDB 6QI0 was passing test before but now failed with Bfill_missing_atomsig error! Its run-log could be
found in §26QI0&3

PDB 6QI2 was passing test before but now failed with B2fill_missing_atomsig error! Its run-log could be
found in g26QI283

PDB 6QI3 was passing test before but now failed with B2fill_missing_atomsig error! Its run-log could be
found in

PDB 6QIB was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §26QIBEY

PDB 6QKT was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in §36QKTE]

PDB 6QKU was passing test before but now failed with Béfill_missing_atomsEg error! Its run-log could be
found in §26QKUZY

PDB 6QKW was passing test before but now failed with g&fill_missing_atomsgg error! Its run-log could be
found in §26QKWE]

PDB 6QMS was passing test before but now failed with funrecognized_residuef8 error! Its run-log could
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be found in f36QMSEg

PDB 6QQN was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in

PDB 6QTN was passing test before but now failed with f€unrecognized_residueRf error! Its run-log could
be found in §I6QTNEY

PDB 6QUS was passing test before but now failed with E8unrecognized_residuef error! Its run-log could
be found in §26QUSEY

PDB 6QUY was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E26QUYEY

PDB 6QVE was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in

PDB 6QV] was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could

be found in §36QV|E8

PDB 6QXN was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F36QXNEY

PDB 6REV was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B6REVEE

PDB 6RF2 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could

be found in E26RF2E]

PDB 6RF8 was passing test before but now failed with B2unrecognized_residueig error! Its run-log could

be found in F26RF8EY

PDB 6RFD was passing test before but now failed with f€unrecognized_residueBf error! Its run-log could
be found in E26RFDEY

PDB 6RH3 was passing test before but now failed with §unrecognized_residuefg error! Its run-log could
be found in §36RH3E8

PDB 6RIR was passing test before but now failed with 8unrecognized_residueg error! Its run-log could

be found in F26RIREY

PDB 6RKY was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could

be found in BZ6RKYE]

PDB 6R0O2 was passing test before but now failed with E8bad_patch@f error! Its run-log could be found in
E26RO258

PDB 6RXH was passing test before but now failed with Béfill_missing_atomsgd error! Its run-log could be

found in E86RXHEE

PDB 6RYK was passing test before but now failed with B8unrecognized residuefl error! Its run-log could

be found in F26RYKEY

PDB 6RZA was passing test before but now failed with g8unrecognized_residueRg error! Its run-log could
be found in BI6RZAZY

PDB 6RZB was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §36RZBEE

PDB 651M was passing test before but now failed with Bdunrecognized residuefg error! Its run-log could
be found in f26S1ME]

PDB 6S1N was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §26S1NEY

PDB 6510 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §36S10E]

PDB 6S5H was passing test before but now failed with f2unrecognized_residuegg error! Its run-log could
be found in E36S5HE]

PDB 6S6A was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B26S6AE8

PDB 656D was passing test before but now failed with f€unrecognized_residuelf error! Its run-log could
be found in §36S6DEY

PDB 6S8K was passing test before but now failed with B8unrecognized_residueg error! Its run-log could

be found in F26S8KE]

PDB 6S8L was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could

be found in EZ6S8LEY

PDB 658M was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in §6S8MEg

PDB 6S9E was passing test before but now failed with Bdunrecognized_residuegg error! Its run-log could
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PDB 6SIR was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
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PDB 65Q2 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
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PDB 6SUR was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in EZ6SUREY

PDB 65SVS was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in 36SVSE8

PDB 6T4V was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
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PDB 6T5M was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
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PDB 6TA4 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in 6 TA48Y

PDB 6TDE was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26 TDERY

PDB 6TEO was passing test before but now failed with Bdunrecognized residuef error! Its run-log could
be found in 26 TEOR]

PDB 6TGV was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in B6TGVEY

PDB 6TH2 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in F36TH2F3

PDB 6TH4 was passing test before but now failed with 8unrecognized_residueg error! Its run-log could
be found in F36TH4E3

PDB 6THC was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B26THCEY

PDB 6TIS was passing test before but now failed with f8unrecognized_residueif error! Its run-log could

be found in E26TISEY

PDB 6TIU was passing test before but now failed with B€unrecognized_residuef error! Its run-log could

be found in 6 TIUZE
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PDB 6TIZ was passing test before but now failed with f8unrecognized_residuefq error! Its run-log could
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PDB 6TNY was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
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PDB 6TNZ was passing test before but now failed with fZunrecognized residuefg error! Its run-log could
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PDB 6TVO was passing test before but now failed with §dunrecognized_residueBf error! Its run-log could
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PDB 6TXC was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
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PDB 6TXE was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in BI6 TXERY

PDB 6TXR was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
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PDB 6TY9 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
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PDB 6TZ2 was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
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PDB 6UA2 was passing test before but now failed with fdunrecognized residuefg error! Its run-log could
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PDB 6UA4 was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
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PDB 6UA] was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could

be found in §I6UAJE]

PDB 6UC2 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
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be found in F26UKOZ]

PDB 6UNX was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
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PDB 6WCQ was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §36\WCOE]

PDB 6WCW was passing test before but now failed with funrecognized_residuef error! Its run-log
could be found in 386 WCWEY

PDB 6WHE was passing test before but now failed with §8unrecognized_residuefl error! Its run-log could
be found in B26 WHERSE

PDB 6WSL was passing test before but now failed with §3unrecognized_residueig error! Its run-log could
be found in §36WSLEE

PDB 6WTL was passing test before but now failed with E8unrecognized_residuef error! Its run-log could
be found in fI6WTLE]

PDB 6WUU was passing test before but now failed with Bifill_missing_atomsE error! Its run-log could be
found in EE6WUURS

PDB 6WVL was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26 WVLEE

PDB 6WVM was passing test before but now failed with fgunrecognized_residuefd error! Its run-log
could be found in 36 WVMEZg

PDB 6WVR was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in F26WVREE

PDB 6 WWE was passing test before but now failed with B8unrecognized_residuefd error! Its run-log
could be found in 6 WWERS

PDB 6WWEF was passing test before but now failed with Bdunrecognized_residueld error! Its run-log
could be found in 336 WWEFB

PDB 6WWG was passing test before but now failed with fdunrecognized_residuef error! Its run-log
could be found in 36 WWGEE

PDB 6WWH was passing test before but now failed with B8unrecognized_residuef error! Its run-log
could be found in 26 WWHE3

PDB 6WW!I was passing test before but now failed with §funrecognized_residuefd error! Its run-log could
be found in E26 WWIE8

PDB 6WW)] was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in 26 WW/|E8

PDB 6WWK was passing test before but now failed with B8unrecognized_residuefd error! Its run-log
could be found in 26 WWKEY

PDB 6WWL was passing test before but now failed with fgunrecognized_residuefd error! Its run-log
could be found in BE6WWLEE

PDB 6WWM was passing test before but now failed with f8unrecognized_residuefl error! Its run-log
could be found in 26 WWME]

PDB 6WWN was passing test before but now failed with B8unrecognized_residuef error! Its run-log
could be found in E26WWNES

PDB 6WWO was passing test before but now failed with fdunrecognized_residuel8 error! Its run-log
could be found in BZ6WWORg

PDB 6WWP was passing test before but now failed with §unrecognized_residuei error! Its run-log
could be found in 386 WWPE]

PDB 6WWQ was passing test before but now failed with fdunrecognized_residuef§ error! Its run-log
could be found in 36 WWQE

PDB 6WWR was passing test before but now failed with g8unrecognized_residueig error! Its run-log
could be found in Bg6WWRES

PDB 6WWS was passing test before but now failed with f8unrecognized_residuefd error! Its run-log
could be found in 36 WWSES

PDB 6WWT was passing test before but now failed with f8unrecognized_residueBf error! Its run-log
could be found in EZ6WWTE]

PDB 6WWU was passing test before but now failed with B8unrecognized_residuef error! Its run-log
could be found in 26 WWURS
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be found in 6 XESEY

PDB 6XET was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §I6XETEY

PDB 6XH8 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
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be found in §26XH8E8

PDB 6XHS was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in B26XHS38

PDB 6XIB was passing test before but now failed with §funrecognized_residueff error! Its run-log could
be found in 26 XIB&Y

PDB 6XID was passing test before but now failed with E8unrecognized_residuefd error! Its run-log could
be found in 26 XID3Eg

PDB 6XIE was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E36XIERY

PDB 6XIF was passing test before but now failed with §8unrecognized_residueBf error! Its run-log could
be found in B26XIFEY

PDB 6XKN was passing test before but now failed with unrecognized_residuefg error! Its run-log could
be found in F36XKNEY

PDB 6XKO was passing test before but now failed with g8unrecognized residuefd error! Its run-log could
be found in F36XKO3E

PDB 6XL9 was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in BZ6XL9EY

PDB 6XL] was passing test before but now failed with f€unrecognized_residueif error! Its run-log could
be found in 26 XL

PDB 6XLL was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
be found in F26XLLEY

PDB 6XLV was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ6XLVEY

PDB 6XLW was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in F26 XLWEY

PDB 6XLX was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in FI6XLXEY

PDB 6XTZ was passing test before but now failed with B&fill_missing_atomsgj error! Its run-log could be
found in BI6XTZEY

PDB 6XU1 was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in FI6XU1EY

PDB 6Y09 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §26 Y0954

PDB 6Y4M was passing test before but now failed with f8unrecognized residuef error! Its run-log could
be found in F26Y4 Mg}

PDB 6Y4N was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in E26Y4NRFY

PDB 6Y6D was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in F26Y6DEY

PDB 6YD4 was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in (26 YD4E]

PDB 6YD7 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ6YD 7R3

PDB 6YMW was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in E26YMWEE

PDB 6YPT was passing test before but now failed with Bfill_missing_atomsig error! Its run-log could be
found in E26YPTZY

PDB 6Z6Y was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in B26Z6YE3

PDB 6Z1Z was passing test before but now failed with §funrecognized_residuef error! Its run-log could
be found in §26ZI1Z53

PDB 6ZPI was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §26ZPIEY

PDB 6ZWB was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in E26ZWBZ§

PDB 6ZWC was passing test before but now failed with §8unrecognized_residueff error! Its run-log could
be found in B26ZWCE8

PDB 6ZYM was passing test before but now failed with E8unrecognized_residuef8 error! Its run-log could
be found in §36ZYME]

PDB 6ZYW was passing test before but now failed with funrecognized_residuef error! Its run-log could
be found in E26ZYWEY

PDB 6ZYX was passing test before but now failed with g8unrecognized_residueff error! Its run-log could
be found in BZ6ZYXEY

PDB 7A5M was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in §37A5Mz8

PDB 7AAV was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in F37AAVE]

PDB 7ABI was passing test before but now failed with §funrecognized_residuef error! Its run-log could
be found in E27ABIZ8
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PDB 7AC5 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §37AC5E3

PDB 7AGC was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in F37AGCE]

PDB 7AHX was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B27AHXE]

PDB 7AID was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §37AIDzg§

PDB 7AIF was passing test before but now failed with g8unrecognized_residued error! Its run-log could
be found in 27AIFEY

PDB 7AIG was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in 37AIGES

PDB 7All was passing test before but now failed with §unrecognized_residuefj error! Its run-log could
be found in §47AlIZY

PDB 7Al] was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §37Al

PDB 7AKU was passing test before but now failed with fZunrecognized residuefg error! Its run-log could
be found in 37 AKUEY

PDB 7ALR was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §Z7ALRES

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 E@missing_disulfide_partnerfg error! Its run-log
could be found in f37AUERY

PDB 7B0G was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in E27B0OGES

PDB 7B51 was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §37B5158

PDB 7BES was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in §37BESE]

PDB 7BIX was passing test before but now failed with gfunrecognized_residuef error! Its run-log could
be found in E27BIXEY

PDB 7BL7 was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in §47BL78%

PDB 7BM8 was passing test before but now failed with f8unrecognized_residue8 error! Its run-log could
be found in §37BM838

PDB 7BU] was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E27BUJEY

PDB 7BVD was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in §37BVDEg

PDB 7C71 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §37C7I¢3

PDB 7C7] was passing test before but now failed with Bdunrecognized_residuegd error! Its run-log could
be found in §37C7]¢d

PDB 7CBZ was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in f27CBZ38

PDB 7CDA was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in §37 CDAZ

PDB 7CE6 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §37CE638

PDB 7CE8 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in 27 CES8EY

PDB 7CEK was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in 37 CEKZY
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be found in §37DBGE]
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be found in §37D] T3

PDB 7DMZ was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
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PDB 7DNO was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
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be found in E27E4REY

PDB 7E4Y was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
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be found in §37ECDZY

PDB 7ELP was passing test before but now failed with Bdunrecognized_residuef error! Its run-log could
be found in B27ELPZ}
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PDB 7ELQ was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §37ELQE8

PDB 7ELR was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in F37ELREY

PDB 7ELS was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ7ELSE

PDB 7EM] was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §37EMJE]

PDB 7EN3 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in F37EN3E]

PDB 7EOG was passing test before but now failed with Bunrecognized_residuefd error! Its run-log could
be found in Z7EOQGE]

PDB 7EOK was passing test before but now failed with §8unrecognized_residuegf error! Its run-log could
be found in §47EOKEZY

PDB 7EOL was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §37EOLE

PDB 7EOM was passing test before but now failed with gunrecognized_residuefj error! Its run-log could
be found in §37EOMEZg

PDB 7EON was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in E47EONEY

PDB 7EOOQ was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §37EOQOF

PDB 7EOP was passing test before but now failed with f2unrecognized_residuegg error! Its run-log could
be found in f37EOQPZ]

PDB 7EPO was passing test before but now failed with &fill_missing_atomsg3 error! Its run-log could be
found in §47EPOR3

PDB 7EQK was passing test before but now failed with g3fill_missing_atomsgd error! Its run-log could be
found in §37EQKEY

PDB 7ET9 was passing test before but now failed with g2fill_missing_atoms8 error! Its run-log could be
found in §47ET9R3

PDB 7ETA was passing test before but now failed with g&fill_missing_atomsR§ error! Its run-log could be
found in §37ETARS

PDB 7ETB was passing test before but now failed with E2fill_missing_atomsEg error! Its run-log could be
found in §¥7ETBES

PDB 7ETC was passing test before but now failed with g2fill_missing_atoms8 error! Its run-log could be
found in §47ETCES

PDB 7ETF was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in B47ETFEY

PDB 7ETG was passing test before but now failed with §2fill_missing_atomsg error! Its run-log could be
found in B37ETGEY

PDB 7ETH was passing test before but now failed with §2fill_missing_atomskg error! Its run-log could be
found in §47ETHES

PDB 7ETI was passing test before but now failed with Bfill_missing_atomsgd error! Its run-log could be
found in 37ETIES

PDB 7EVB was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E27EVBE]

PDB 7EVC was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F37EVCEY

PDB 7EVD was passing test before but now failed with qunrecognized_residueBg error! Its run-log could
be found in §37EVDES

PDB 7EVI was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B27EVIE3

PDB 7EVK was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in §37EVKEE

PDB 7EVL was passing test before but now failed with gfunrecognized_residued error! Its run-log could
be found in §37EVLEE

PDB 7EXC was passing test before but now failed with fdunrecognized residuefg error! Its run-log could
be found in E27EXCES

PDB 7F1A was passing test before but now failed with f8unrecognized_residueg error! Its run-log could
be found in §¥7F1AZ

PDB 7F21 was passing test before but now failed with g8unknownif error! Its run-log could be found in
E47F21R

PDB 7F22 was passing test before but now failed with g&fill_missing_atomsgd error! Its run-log could be
found in §37F22E8

PDB 7F6] was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §47F6J83

PDB 7F6X was passing test before but now failed with B&fill_missing_atomskg error! Its run-log could be
found in §47F6XEY

PDB 7JFR was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
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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]JUB3

PDB 7]JKL was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §37]KLEY

PDB 7JRR was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in 37]RREY

PDB 7]JSN was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in E27)SNEY

PDB 7K30 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B27K30E3

PDB 7K31 was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in §37K31F

PDB 7K9D was passing test before but now failed with gdunrecognized residueBg error! Its run-log could
be found in §37K9D3g

PDB 7K9E was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §¥7K9ER]

PDB 7KKV was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in F37KKVZE

PDB 7KKW was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in (27 KKWZE

PDB 7KRV was passing test before but now failed with §¥bad_patchgg error! Its run-log could be found in
B47KRVE

PDB 7KVT was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §37KVTE]

PDB 7KVU was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §37KVUZg

PDB 7KVV was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in B27KVVES

PDB 7L05 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §37L05E]

PDB 7L36 was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in §37L36¢]

PDB 7LFU was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in §47LFUER

PDB 7LFV was passing test before but now failed with E2fill_missing_atomsEg error! Its run-log could be
found in B87LFVEE

PDB 7L]JM was passing test before but now failed with Bdunrecognized_residuef error! Its run-log could
be found in §37LJME]

PDB 7LIN was passing test before but now failed with f8unrecognized residuef error! Its run-log could
be found in §¥7LJNEY

PDB 7LVQ was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in

PDB 7LVR was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §37LVRE]

PDB 7LWB was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in §27LWBE]

PDB 7LXB was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 27 LXBE3

PDB 7LZ7 was passing test before but now failed with g8unrecognized_residueff error! Its run-log could
be found in §37LZ 783

PDB 7LZ8 was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §37LZ8F

PDB 7M18 was passing test before but now failed with Bdunrecognized_residueg error! Its run-log could
be found in f37M18F

PDB 7M20 was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in B27M2 083

PDB 7M2W was passing test before but now failed with B8unrecognized_residuefd error! Its run-log
could be found in g27M2WE

PDB 7M6] was passing test before but now failed with Bdunrecognized_residuef error! Its run-log could
be found in E27M6]E8

PDB 7MDX was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in EZ7MDXE

PDB 7MEY was passing test before but now failed with §2bad_patchBd error! Its run-log could be found in
B27MEYE]

PDB 7MGZ was passing test before but now failed with fgunrecognized_residuegd error! Its run-log could
be found in 37MGZE

PDB 7MHO0 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in E€7MHOES
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PDB 7MH1 was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in f27MH1E8

PDB 7MIF was passing test before but now failed with Bdunrecognized_residuegd error! Its run-log could
be found in §37MIFE]

PDB 7MIG was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in B27MIGEg

PDB 7MIH was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in f27MIHEY

PDB 7MIl was passing test before but now failed with §8unrecognized_residuefd 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 37 MIPg8

PDB 7MIU was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §¥7MIUZ

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_residuef3 error! Its run-log
could be found in 37 MWGE

PDB 7N32 was passing test before but now failed with fgunrecognized_residuefg error! Its run-log could
be found in §¥7N32Fg

PDB 7N7H was passing test before but now failed with f8unrecognized_residuefg error! Its run-log could
be found in §37N7HE]

PDB 7N7I was passing test before but now failed with funrecognized_residue8 error! Its run-log could
be found in E37N713

PDB 7NB8 was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in E27NB838

PDB 7NBA was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §27NBAE]

PDB 7NVO0 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §37NV0zg

PDB 7NV1 was passing test before but now failed with gdunrecognized_residuelf error! Its run-log could
be found in EZ7NV1EY

PDB 7010 was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in 3701 0R8

PDB 701T was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in §¥701TEY

PDB 7025 was passing test before but now failed with g&fill_ missing_atomsg3 error! Its run-log could be
found in §47025F

PDB 7035 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §3703583

PDB 7036 was passing test before but now failed with §8unrecognized_residueig error! Its run-log could
be found in §37036[8

PDB 7030 was passing test before but now failed with §fill_missing_atomsBg error! Its run-log could be
found in 370308

PDB 70A3 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in B270A3%%

PDB 70AV was passing test before but now failed with §3unrecognized_residueif error! Its run-log could
be found in §370AVig

PDB 70AW was passing test before but now failed with 8unrecognized_residueig error! Its run-log could
be found in §37OAWEg

PDB 70AX was passing test before but now failed with B€unrecognized_residuefg error! Its run-log could
be found in E27 OAXE3

PDB 70BQ was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in f270BQ38

PDB 7ODN was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in §370ODNE

PDB 70GN was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in E27OGNE

PDB 70M3 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §270M3Ej

PDB 70MB was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in f370OMBEj

PDB 70MG was passing test before but now failed with B8unrecognized residuef error! Its run-log could
be found in 370MGE]

PDB 70T6 was passing test before but now failed with f€unrecognized_residuefg error! Its run-log could
be found in §470T6E8

PDB 70OTA was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §37OTAZ]

PDB 70TK was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
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be found in §370TKE]

PDB 70TN was passing test before but now failed with f€unrecognized_residuelf error! Its run-log could
be found in BZ70TNEg

PDB 70TX was passing test before but now failed with §unrecognized_residuefg error! Its run-log could
be found in §370TXE8

PDB 70TZ was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §370TZE8

PDB 70UT was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E370UTEY

PDB 70Y3 was passing test before but now failed with §8unrecognized_residueff error! Its run-log could
be found in E270Y3F3

PDB 7P9] was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in 27P9

PDB 7PJE was passing test before but now failed with B8unrecognized residuefg error! Its run-log could
be found in §37PJEE]

PDB 7PJF was passing test before but now failed with g8unrecognized_residuefl error! Its run-log could
be found in BZ7P)F&3

PDB 7PO6 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §27PO6:]

PDB 7PQC was passing test before but now failed with qunrecognized_residueBg error! Its run-log could
be found in §37PQCEY

PDB 7PQP was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in

PDB 7Q1E was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §37Q1ER]

PDB 7Q1F was passing test before but now failed with f8unrecognized_residueg error! Its run-log could
be found in §37Q1FF}

PDB 7Q3E was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in B27Q3ERA

PDB 7QAZ was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in §37QAZEY

PDB 7RFE was passing test before but now failed with Bdunrecognized_residuegg error! Its run-log could
be found in f37RFER]

PDB 7RFG was passing test before but now failed with g€unrecognized residuefg error! Its run-log could
be found in E27RFGEg

PDB 7RFI was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in B27RFI33

PDB 7RGD was passing test before but now failed with fEunrecognized_residuefd error! Its run-log could
be found in f37RGDE]

PDB 7RGQ was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in f27RGQE]

PDB 7RH8 was passing test before but now failed with g3unrecognized_residuefd error! Its run-log could
be found in E€7RHS8EY

PDB 7RKH was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §37RKHEY

PDB 7RLT was passing test before but now failed with fgdbad_patch@f error! Its run-log could be found in
B27RLTEY

PDB 7RLU was passing test before but now failed with fgbad_patchgd error! Its run-log could be found in
287RLUEY

PDB 7RMV was passing test before but now failed with B8unrecognized_residuefg error! Its run-log could
be found in f37RMVE]

PDB 7S2Y was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in f37S2YEY

PDB 7S3A was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in (27S3AFY

PDB 753B was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B27S3BEg

PDB 7S3C was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §37S3C38

PDB 75GS was passing test before but now failed with fZunrecognized_residuefg error! Its run-log could
be found in E27SGSE8

PDB 7S]7 was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in B27S] 783

PDB 75]8 was passing test before but now failed with §Junrecognized_residueif error! Its run-log could
be found in §27S)853

PDB 7S]9 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in (27S)95%

PDB 7SJA was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in
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PDB 7T1B was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §37T1BEY

PDB 7TZR was passing test before but now failed with qunrecognized_residueig error! Its run-log could
be found in f37TZREY

PDB 7TZS was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ7TZSE3

PDB 7UPI was passing test before but now failed with Bdunrecognized_residuefg error! Its run-log could
be found in 47 UPIEY

PDB 7V2B was passing test before but now failed with Bdunrecognized_residuegg error! Its run-log could
be found in §37V2BE]

PDB 7VBW was passing test before but now failed with fqunrecognized residuefd error! Its run-log could
be found in (27 VBWEY

PDB 7VEX was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §47VEXE]

PDB 7VUI was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §27VUIE

PDB 7701 was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in §37Z0158

PDB 7702 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §%7Z2028%

PDB 7Z0F was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §37Z0FF4

PDB 7Z0G was passing test before but now failed with Bdunrecognized_residuefg error! Its run-log could
be found in §37Z0GH

PDB 7Z6S was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B27Z6S38

PDB 7Z7D was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in §37Z27D&

PDB 8MHT was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in 38MHTEY

NOTE: 29487 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 - 2Rosetta repository@? as tests/benchmark/
tests/scientific/protein_data_bank_diagnostic/reference-results.full.json
blocklist.full.new.json — gRosetta 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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