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FAILURES

The PDB diagnostic was run on 235,473 PDB files. 226,832 files passed the
test and 8,641 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 8 /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 true -PDB_diagnostic::reading_only true

8,641 total PDBs failed with the following error codes:

7,870 Blunrecognized_residuekd
461 Bfill missing atomsy
72 Bunknownid
61 §3bad_patchgl
45 fqunknown _atom name@}
42 Bduplicate_atom_namefl
34 B3zero_atom_restypeid
31 Breroot_disconnectedsy
8 B3nu_conformerfy
5 B2no_usable_coordskd
4 finsufficient_mainchainig
3 Bdalias_missing_atomE
2 B3ld_chiralityRg
2 B@base_of_chizd
1 f2exceed_timeoutky

Test marked as FAILED due to following errors:

PDB 1All was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in 41AIIE8

PDB 1AQ2 was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in E81AQ238

PDB 1BPY was passing test before but now failed with g8unrecognized_residuefj error! Its run-log could
be found in EZ1BPYRY

PDB 1COK was passing test before but now failed with g8unknownig error! Its run-log could be found in
PDB 1C0Q was passing test before but now failed with gunknowni error! Its run-log could be found in
B91CO

PDB 1COR was passing test before but now failed with Bgunknowngg error! Its run-log could be found in
G41CORRY

PDB 1C4K was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in §31C4KEY

PDB 1C6K was passing test before but now failed with B8unknown@g error! Its run-log could be found in
PDB 1C6M was passing test before but now failed with Bgunknown@g error! Its run-log could be found in
321 COME]

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

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

PDB 1ETL was passing test before but now failed with Bgunknown@g error! Its run-log could be found in
B21ETLERY

PDB 1ETM was passing test before but now failed with §gunknowng@g error! Its run-log could be found in
GZ1ETMES

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

PDB 1F3W was passing test before but now failed with §2fill_missing_atomsB3 error! Its run-log could be
found in §31F3WEg

PDB 1F3X was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in B1F3XE8

PDB 1FCB was passing test before but now failed with g3fill_missing_atomsd error! Its run-log could be
found in §41FCBES

PDB 1FFX was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §31FFXE]

PDB 1GKM was passing test before but now failed with funrecognized_residuefd error! Its run-log could
be found in BZ1GKME

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



file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.zero_atom_restype.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.reroot_disconnected.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.nu_conformer.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.no_usable_coords.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.insufficient_mainchain.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.alias_missing_atom.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.ld_chirality.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.base_of_chi.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.exceed_timeout.html
https://www.rcsb.org/structure/1AII
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0003/error-logs/1aii.log
https://www.rcsb.org/structure/1AQ2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0004/error-logs/1aq2.log
https://www.rcsb.org/structure/1BPY
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0009/error-logs/1bpy.log
https://www.rcsb.org/structure/1C0K
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0011/1c0k.log
https://www.rcsb.org/structure/1C0Q
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0011/1c0q.log
https://www.rcsb.org/structure/1C0R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0011/1c0r.log
https://www.rcsb.org/structure/1C4K
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0011/error-logs/1c4k.log
https://www.rcsb.org/structure/1C6K
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0012/1c6k.log
https://www.rcsb.org/structure/1C6M
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0012/1c6m.log
https://www.rcsb.org/structure/1CKN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0013/error-logs/1ckn.log
https://www.rcsb.org/structure/1E96
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0022/error-logs/1e96.log
https://www.rcsb.org/structure/1ETL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0025/1etl.log
https://www.rcsb.org/structure/1ETM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0025/1etm.log
https://www.rcsb.org/structure/1ETN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0025/1etn.log
https://www.rcsb.org/structure/1F3W
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0026/error-logs/1f3w.log
https://www.rcsb.org/structure/1F3X
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0026/error-logs/1f3x.log
https://www.rcsb.org/structure/1FCB
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0027/error-logs/1fcb.log
https://www.rcsb.org/structure/1FFX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0028/error-logs/1ffx.log
https://www.rcsb.org/structure/1GKM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0034/error-logs/1gkm.log
https://www.rcsb.org/structure/1H16
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html

found in §41H16E8

PDB 1H18 was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in 41H1888

PDB 1HQJ was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in f21HQ

PDB 1IE3 was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in §41IE3FS

PDB 11G9 was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in EZ11G9EY

PDB 1IGW was passing test before but now failed with B&fill_missing_atomsRd error! Its run-log could be
found in B41IGWEY

PDB 1lll was passing test before but now failed with g8bad_patchgl error! Its run-log could be found in
BIL11IZY

PDB 11IK was passing test before but now failed with g8bad_patch@g error! Its run-log could be found in
BI11IKEY

PDB 1IJN was passing test before but now failed with B8bad_patchif error! Its run-log could be found in
541 1)NEY

PDB 11ZC was passing test before but now failed with g3fill_missing_atomsg8 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 1JFF was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in BZ1)FFEY

PDB 1]JLR was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §31JLRE8

PDB 1K3C was passing test before but now failed with 2fill_missing_atomsB8 error! Its run-log could be
found in §31K3CE4

PDB 1KBI was passing test before but now failed with g&fill_missing_atomsgd error! Its run-log could be
found in E21KBIGY

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

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

PDB 1KSG was passing test before but now failed with gdunrecognized residuefg error! Its run-log could
be found in EZ1KSGEY

PDB 1L2X was passing test before but now failed with g8unrecognized_residueff error! Its run-log could
be found in §¥1L2XEY

PDB 1L3D was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §31L3D3g

PDB 1LDC was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §41LDCE8

PDB 1LOO was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in ¥1LOOR3

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

PDB 1MZO was passing test before but now failed with B2fill_missing_atomsgd error! Its run-log could be
found in §81MZOR

PDB 1N6L was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ1N6LEY

PDB 1NR] was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §31NRJE]

PDB 1NVU was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §Z1NVUE]

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

PDB 103Y was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in E4103YEY

PDB 105Q was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in §3105QF8

PDB 10S1 was passing test before but now failed with g&fill_ missing_atomsgd error! Its run-log could be
found in §¥10S1{

PDB 1P4T was passing test before but now failed with g&fill_missing_atomsR§ error! Its run-log could be
found in

PDB 1PFE was passing test before but now failed with fgunknownig error! Its run-log could be found in
821 PFER]

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

PDB 1Q9X was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in

E



file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0036/error-logs/1h16.log
https://www.rcsb.org/structure/1H18
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0036/error-logs/1h18.log
https://www.rcsb.org/structure/1HQJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0040/error-logs/1hqj.log
https://www.rcsb.org/structure/1IE3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0043/error-logs/1ie3.log
https://www.rcsb.org/structure/1IG9
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0043/error-logs/1ig9.log
https://www.rcsb.org/structure/1IGW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0043/error-logs/1igw.log
https://www.rcsb.org/structure/1III
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0044/error-logs/1iii.log
https://www.rcsb.org/structure/1IIK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0044/error-logs/1iik.log
https://www.rcsb.org/structure/1IJN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0044/error-logs/1ijn.log
https://www.rcsb.org/structure/1IZC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0046/error-logs/1izc.log
https://www.rcsb.org/structure/1J2J
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0046/error-logs/1j2j.log
https://www.rcsb.org/structure/1JFF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0048/error-logs/1jff.log
https://www.rcsb.org/structure/1JLR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0049/error-logs/1jlr.log
https://www.rcsb.org/structure/1K3C
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0052/error-logs/1k3c.log
https://www.rcsb.org/structure/1KBI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0053/error-logs/1kbi.log
https://www.rcsb.org/structure/1KDT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0053/error-logs/1kdt.log
https://www.rcsb.org/structure/1KQE
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0055/error-logs/1kqe.log
https://www.rcsb.org/structure/1KSG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0055/error-logs/1ksg.log
https://www.rcsb.org/structure/1L2X
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/1L3D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/1LDC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0058/error-logs/1ldc.log
https://www.rcsb.org/structure/1LOO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0060/error-logs/1loo.log
https://www.rcsb.org/structure/1M7B
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https://www.rcsb.org/structure/1MZO
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https://www.rcsb.org/structure/1N6L
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https://www.rcsb.org/structure/1NRJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/1NVX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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PDB 1Q9Y was passing test before but now failed with f€unrecognized_residuefd error! Its run-log could
be found in §31Q9YEY

PDB 1QH9 was passing test before but now failed with gfunknown@8 error! Its run-log could be found in
E41QH9EE

PDB 1QKI was passing test before but now failed with gfill_missing_atomsgd error! Its run-log could be
found in E21QKIEY

PDB 1QLN was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in §31QLNEZY

PDB 1QRA was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in 31QRAE]

PDB 1QZW was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in E31QZWE3

PDB 1RQH was passing test before but now failed with Bifill_missing_atomsgg error! Its run-log could be
found in §21RQHRY

PDB 1RYI was passing test before but now failed with Bfill_missing_atomsEg error! Its run-log could be
found in §31RYIEY

PDB 1SA1 was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in §31SA158

PDB 1SAY was passing test before but now failed with 3fill_missing_atomsg8 error! Its run-log could be
found in BZ1SAYRS

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

PDB 1T05 was passing test before but now failed with gunrecognized_residuef8 error! Its run-log could
be found in 31 TO58Y

PDB 1T91 was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in BZ1T91RY

PDB 1TFY was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ1TFYEY

PDB 1TKO was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in 41 TKOEY

PDB 1TK5 was passing test before but now failed with Bgunrecognized_residuefd error! Its run-log could
be found in EZ1TK5EY

PDB 1TK8 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in 1 TK8E3

PDB 1TKD was passing test before but now failed with B€unrecognized_residuegd error! Its run-log could
be found in §31TKDEY

PDB 1TVK was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EZ1TVKES

PDB 1TWF was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in BI1TWFEY

PDB 1U7W was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in EZ1U7WEg

PDB 1UEI was passing test before but now failed with gdunrecognized_residuefd error! Its run-log could
be found in F31UEIES

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

PDB 1UVN was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §31UVNE]

PDB 1VPA was passing test before but now failed with B2unrecognized_residueBg error! Its run-log could
be found in E41VPAZ]

PDB 1VST was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ1VSTEY

PDB 1W30 was passing test before but now failed with B2fill_missing_atomsg error! Its run-log could be
found in §31W3038

PDB 1W3Q was passing test before but now failed with Efunknown@g error! Its run-log could be found in
E1wW3

PDB 1W3R was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §¥1W3RE8

PDB 1W5A was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in BI1W5ARS

PDB 1W5B was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in §31W5BE]

PDB 1W5E was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in 41 W5EZ]

PDB 1WAS5 was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in §¥1WAS5EY

PDB 1WVC was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in 21 WVC38

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

PDB 1XTS was passing test before but now failed with f2unrecognized_residuefg error! Its run-log could
be found in BZ1XTSEY

PDB 1XTU was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ1XTUEY

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 XVNE

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 g8unrecognized_residuef3 error! Its run-log could
be found in §31Y3953

PDB 1YHN was passing test before but now failed with f8unrecognized residuef error! Its run-log could
be found in F31YHNEY

PDB 1YLH was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in B41YLHEE

PDB 1Z2B was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f31Z2BEY

PDB 1Z5W was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in §31Z5WE

PDB 1ZA1 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in B21ZA1R

PDB 1ZA2 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f31ZA2¢4

PDB 1ZZN was passing test before but now failed with Bgunrecognized_residuef error! Its run-log could
be found in F31ZZNEY

PDB 2A5D was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in E22A5DEY

PDB 2A8S was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §32A8Sz8

PDB 2ADW was passing test before but now failed with BEunknowngd 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 2AGQ was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in §32AG

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

PDB 2ASD was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in B22ASDEY

PDB 2AS] was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 32AS]E]

PDB 2ATL was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in F32ATLEY

PDB 2AUQ was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in BZ2AU0RE

PDB 2BE9 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in §32BE9z8

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

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

PDB 2CLS was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in B22CLSEY

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

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

PDB 2DVI was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E22DVIE

PDB 2DY1 was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §32DY 158

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_residuelf error! Its run-log could
be found in BZ2E9ZE
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https://www.rcsb.org/structure/1ZA1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0128/error-logs/1za1.log
https://www.rcsb.org/structure/1ZA2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0128/error-logs/1za2.log
https://www.rcsb.org/structure/1ZZN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0131/error-logs/1zzn.log
https://www.rcsb.org/structure/2A5D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0133/error-logs/2a5d.log
https://www.rcsb.org/structure/2A8S
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0133/error-logs/2a8s.log
https://www.rcsb.org/structure/2ADW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0134/2adw.log
https://www.rcsb.org/structure/2AGE
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0134/error-logs/2age.log
https://www.rcsb.org/structure/2AGG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0134/error-logs/2agg.log
https://www.rcsb.org/structure/2AGQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0134/error-logs/2agq.log
https://www.rcsb.org/structure/2ALZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0135/error-logs/2alz.log
https://www.rcsb.org/structure/2ASD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0136/error-logs/2asd.log
https://www.rcsb.org/structure/2ASJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0136/error-logs/2asj.log
https://www.rcsb.org/structure/2ATL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0136/error-logs/2atl.log
https://www.rcsb.org/structure/2AU0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0136/error-logs/2au0.log
https://www.rcsb.org/structure/2BE9
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0139/error-logs/2be9.log
https://www.rcsb.org/structure/2BKU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0140/error-logs/2bku.log
https://www.rcsb.org/structure/2C2R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0142/error-logs/2c2r.log
https://www.rcsb.org/structure/2CLS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0145/error-logs/2cls.log
https://www.rcsb.org/structure/2DPI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0150/error-logs/2dpi.log
https://www.rcsb.org/structure/2DPJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0150/error-logs/2dpj.log
https://www.rcsb.org/structure/2DVI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0151/error-logs/2dvi.log
https://www.rcsb.org/structure/2DY1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0152/error-logs/2dy1.log
https://www.rcsb.org/structure/2E77
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0153/error-logs/2e77.log
https://www.rcsb.org/structure/2E9Z
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0153/error-logs/2e9z.log

PDB 2EEQO was passing test before but now failed with Bfill_missing_atomsEd error! Its run-log could be
found in §92EEOEY

PDB 2EZ8 was passing test before but now failed with B&fill_missing_atomsRg8 error! Its run-log could be
found in §92EZ8E8

PDB 2EZT was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in BI2EZTEY

PDB 2EZU was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in §12EZUEY

PDB 2FCO was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in E22FCOE]

PDB 2FLL was passing test before but now failed with funrecognized_residuef error! Its run-log could
be found in EZ2FLLEY

PDB 2FLN was passing test before but now failed with g8unrecognized_residueff error! Its run-log could
be found in §¥2FLNEY

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

PDB 2FN1 was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in §32FN1E§

PDB 2FN7 was passing test before but now failed with unknown@8 error! Its run-log could be found in
EE2FN7R3

PDB 2FZC was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §32FZCzg

PDB 2FZG was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in §32FZGEj

PDB 2FZK was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in BZ2FZKRY

PDB 2G5F was passing test before but now failed with 2fill_missing_atomsgg error! Its run-log could be
found in §32G5F38

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

PDB 2H57 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in E22H57F

PDB 2H9D was passing test before but now failed with Béfill_missing_atomsEd error! Its run-log could be
found in §32H9DRY

PDB 2HHW was passing test before but now failed with f8unrecognized_residuelg error! Its run-log
could be found in gZ2HHWE]

PDB 2HV8 was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in (Z2HV8EY

PDB 2HVH was passing test before but now failed with §8unrecognized_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 §32HVIEY

PDB 2HZL was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in §32HZLES

PDB 219G was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in BZ219GEY

PDB 2ICX was passing test before but now failed with §3unrecognized_residuefg error! Its run-log could
be found in 321CXE3

PDB 2IKF was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in §32IKFE]

PDB 2IMP was passing test before but now failed with funknowng error! Its run-log could be found in
PDB 21SO was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §32ISOEY

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

PDB 2]59 was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in (225983

PDB 2]7Q 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_residuegd error! Its run-log could
be found in §22)7WE

PDB 2JEF was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §32JEFEY

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

PDB 2]I5 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in (22]15F8

PDB 2JLG was passing test before but now failed with Bgunrecognized_residuegd error! Its run-log could
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0154/error-logs/2eeo.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0159/error-logs/2fc0.log
https://www.rcsb.org/structure/2FLL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/2FLN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0160/error-logs/2fln.log
https://www.rcsb.org/structure/2FMP
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0160/error-logs/2fmp.log
https://www.rcsb.org/structure/2FN1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0160/error-logs/2fn1.log
https://www.rcsb.org/structure/2FN7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown.html
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https://www.rcsb.org/structure/2H9D
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https://www.rcsb.org/structure/2HV8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/2HVH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0171/error-logs/2hvh.log
https://www.rcsb.org/structure/2HVI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0171/error-logs/2hvi.log
https://www.rcsb.org/structure/2HZL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0172/error-logs/2hzl.log
https://www.rcsb.org/structure/2I9G
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/2JEG
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be found in §32JLGE]

PDB 2K9E was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ2K9ER]

PDB 2NLI was passing test before but now failed with f8unknown@g error! Its run-log could be found in
EJ2NLIY

PDB 2NVZ was passing test before but now failed with Bgunrecognized_residuef error! Its run-log could
be found in F32NVZE]

PDB 20EU was passing test before but now failed with g€unrecognized_residuelf error! Its run-log could
be found in E220EUES

PDB 20Z0 was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in 820Z038

PDB 20ZM was passing test before but now failed with B8unrecognized_residuegd error! Its run-log could
be found in f320ZMEj

PDB 20ZS was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §320ZSE

PDB 2P1E was passing test before but now failed with §8unknowng8 error! Its run-log could be found in
E42P1EZ8

PDB 2PXA was passing test before but now failed with §3unrecognized_residueff error! Its run-log could
be found in §32PXAG8

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

PDB 2PY] was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in E22PY]kY

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

PDB 2Q0C was passing test before but now failed with Bdunrecognized_residuef error! Its run-log could
be found in §32Q0CE]

PDB 2Q0E was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in B22QO0ERA

PDB 2Q0F was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §32QO0FZ}

PDB 2QCA was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §32QCAEg

PDB 2QEY was passing test before but now failed with Bdunrecognized residuef error! Its run-log could
be found in E22QEYEY

PDB 2QF2 was passing test before but now failed with §2fill_missing_atomsgg 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 2R7X was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in F22R7XEY

PDB 2V4Y was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B22V4YE3

PDB 2V55 was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §32V55E8

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

PDB 2VK1 was passing test before but now failed with g3fill_missing_atomsg3 error! Its run-log could be
found in §g2VK1E3

PDB 2VP9 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 22VP9E]

PDB 2VPA was passing test before but now failed with §2fill_missing_atomsgg error! Its run-log could be
found in §32VPAES

PDB 2VWT was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in E2VWTE

PDB 2W83 was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in B22W83E8

PDB 2W8K was passing test before but now failed with g8unrecognized_residuef3 error! Its run-log could
be found in §32W8KEg

PDB 2W8L was passing test before but now failed with g8unrecognized residuegl error! Its run-log could
be found in EZ22W8LEY

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_residueg error! Its run-log could
be found in §32W9CEd

PDB 2WK] was passing test before but now failed with Bifill_missing_atomsE error! Its run-log could be
found in BI2 WKIJRY
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PDB 2WKP was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in f22WKPZg

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

PDB 2WKR was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E22WKRE3

PDB 2WMO was passing test before but now failed with f8unrecognized_residuefd error! Its run-log
could be found in B32WMOBZg

PDB 2WNZ was passing test before but now failed with g8unknowngg error! Its run-log could be found in
EI2WNZEY

PDB 2WVA was passing test before but now failed with g&fill_missing_atomsgg error! Its run-log could be
found in EI2WVAE

PDB 2WWG was passing test before but now failed with fdunrecognized_residuefg error! Its run-log
could be found in E82WWGEg

PDB 2X60 was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §32X60z8

PDB 2XCA was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in F32XCAZY

PDB 2XCP was passing test before but now failed with f2unrecognized_residuefg error! Its run-log could
be found in §¥2XCPZg

PDB 2XFW was passing test before but now failed with g&fill_missing_atomsEd error! Its run-log could be
found in 32 XFWEY

PDB 2XI3 was passing test before but now failed with §8unrecognized_residueig error! Its run-log could
be found in §32XI13E]

PDB 2XR5 was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in B82XR5E8

PDB 2XTN was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in FZ2XTNEY

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

PDB 2XZ9 was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §#2XZ9%3

PDB 2Y4] was passing test before but now failed with Bunknowngd error! Its run-log could be found in
282Y4

PDB 2Y6P was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §32Y6PZ8

PDB 2Y92 was passing test before but now failed with §8bad_patchi error! Its run-log could be found in
B32Y9288

PDB 2YIE was passing test before but now failed with f8unrecognized_residueBf error! Its run-log could
be found in BZ2YIERE

PDB 2YIF was passing test before but now failed with §8unrecognized_residueff error! Its run-log could
be found in §32YIFEY

PDB 2YU9 was passing test before but now failed with unrecognized_residueg error! Its run-log could
be found in §32YU9ES

PDB 2ZZV was passing test before but now failed with gunknowng error! Its run-log could be found in
§42ZZVE

PDB 2ZZW was passing test before but now failed with E€unknowng error! Its run-log could be found in
§42Z2ZWEH

PDB 2ZZX was passing test before but now failed with gunknowngd error! Its run-log could be found in
B32ZZXE

PDB 3A4V was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in E23A4VER

PDB 3ABO was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in §¥3ABOE

PDB 3ABS was passing test before but now failed with g2fill_missing_atomsE8 error! Its run-log could be
found in E43ABSEE

PDB 3AL1 was passing test before but now failed with §&fill_missing_atomsBd error! Its run-log could be
found in E23ALI1E3

PDB 3AUOQ was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in EI3AUOR3

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

PDB 3BDP was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in §¥3BDP:]

PDB 3BG3 was passing test before but now failed with g3fill_missing_atomsg3 error! Its run-log could be
found in §33BG 38

PDB 3BG5 was passing test before but now failed with g3fill_missing_atomsgd error! Its run-log could be
found in §33BG5]

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

PDB 3BLI was passing test before but now failed with Béfill_missing_atomsE error! Its run-log could be
found in E43BLIGY

PDB 3C7D was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in §33C7DE8

PDB 3CFR was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in §33CFRE

PDB 3CNN was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in EZ3CNNE

PDB 3D4P was passing test before but now failed with E2fill_missing_atomsBg error! Its run-log could be
found in §3D4P38

PDB 3DIR was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in §33DIREE

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

PDB 3DOF was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E23DOFE

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

PDB 3DVO0 was passing test before but now failed with §&fill_missing_atomsg8 error! Its run-log could be
found in E43DVOER

PDB 3E22 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BZ3E22F3

PDB 3E5SE was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in FI3E5ER]

PDB 3EKS5 was passing test before but now failed with Bgunrecognized_residuegd error! Its run-log could
be found in EI3EK5E]

PDB 3EP3 was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in E23EP3E3

PDB 3EP4 was passing test before but now failed with 3fill_missing_atomsgg error! Its run-log could be
found in §33EP438

PDB 3EP5 was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in B3EP5EE

PDB 3EP6 was passing test before but now failed with g&fill_missing_atomsgg error! Its run-log could be
found in G23EPGE]

PDB 3EP7 was passing test before but now failed with g3fill_missing_atomsg8 error! Its run-log could be
found in BE3EP7RY

PDB 3EP8 was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in B3EP8EE

PDB 3EP9 was passing test before but now failed with g&fill_missing_atomsgd error! Its run-log could be
found in §43EP9ER

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_atomsEg error! Its run-log could be
found in §43EPBEY

PDB 3EPG was passing test before but now failed with Bdunrecognized_residuegg error! Its run-log could
be found in FI3EPGEY

PDB 3EPI was passing test before but now failed with f€unrecognized_residueBg error! Its run-log could
be found in BZ3EPIZE

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

PDB 3EVD was passing test before but now failed with gunrecognized_residuelg error! Its run-log could
be found in §I3EVDES

PDB 3F2W was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in EZ3F2WE3

PDB 3F2X was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in B23F2XEY

PDB 3F2Y was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in §I3F2YEY

PDB 3F30 was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in E33F30E]

PDB 3FC9 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in BZ3FCOEY

PDB 3FPI was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in E43FPIEY

PDB 3G6V was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in (33G6VEY

PDB 3G6W was passing test before but now failed with qunrecognized_residuefl error! Its run-log could
be found in BZ3G6WEY
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PDB 3G6X was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in F33G6XEY

PDB 3G6Y was passing test before but now failed with f2unrecognized_residuegg error! Its run-log could
be found in F33G6YEY

PDB 3Gl] was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in BZ3GIJ&3

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

PDB 3GIL was passing test before but now failed with B8unrecognized_residuegd error! Its run-log could
be found in §33GILE]

PDB 3GIM was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in EZ3GIME]

PDB 3GJX was passing test before but now failed with g8unrecognized_residuegf error! Its run-log could
be found in §¥3GJ X3

PDB 3G0O3 was passing test before but now failed with g8unknownig error! Its run-log could be found in
EI3GO3E8

PDB 3GQC was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in E43GQC38

PDB 3HOV was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in §33HOVEY

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

PDB 3H3A was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in FI3H3A

PDB 3H3J was passing test before but now failed with B&fill_missing_atomsBg error! Its run-log could be
found in E43H3JE8

PDB 3H40 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §23H4 078

PDB 3H4B was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §33H4BE8

PDB 3H4D was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in Eg3H4DEg

PDB 3H5Y was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in BI3H5YEY

PDB 3HGX was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in EI3HGXE]

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

PDB 3HKC was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §33HKC3Y

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

PDB 3HT3 was passing test before but now failed with qunrecognized_residuefg error! Its run-log could
be found in F33HT3EY

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 g3fill_missing_atomsg8 error! Its run-log could be
found in §4317S38

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

PDB 3IEW was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in BZ3IEWE

PDB 3IF9 was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §431F9&Y

PDB 3IFW was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in E43IFWES

PDB 3IIN was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EZ311NES

PDB 3IN5 was passing test before but now failed with g3unrecognized_residuefg error! Its run-log could
be found in E43IN53

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

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

PDB 3JPP was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §43]PPE3

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

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

PDB 3JPS was passing test before but now failed with f€unrecognized_residueBf error! Its run-log could
be found in Z3]PSE8

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

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

PDB 3]YT was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E43)YTRY

PDB 3K57 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B23K57F3

PDB 3K58 was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in 33K58E

PDB 3K59 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §I3K59E

PDB 3K5L was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BZ3K5LEY

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

PDB 3KB6 was passing test before but now failed with §8unknown@g error! Its run-log could be found in
EI3KB63E

PDB 3KHG was passing test before but now failed with §8unrecognized_residueff error! Its run-log could
be found in BZ3KHGRY

PDB 3KHH was passing test before but now failed with Bunrecognized_residuefd error! Its run-log could
be found in §I3KHHEY

PDB 3KHL was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §I3KHLEE

PDB 3KHR was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in E23KHREY

PDB 3KJV was passing test before but now failed with f8unrecognized_residuelg error! Its run-log could
be found in §33K]Vig

PDB 3KK1 was passing test before but now failed with 8unrecognized_residuefd error! Its run-log could
be found in §I3KK1E]

PDB 3KK2 was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EZ3KK2F8

PDB 3KLG was passing test before but now failed with §8duplicate_atom_nameg error! Its run-log could
be found in BZ3KLGEY

PDB 3KVF was passing test before but now failed with Bfill_missing_atomsgd error! Its run-log could be
found in E3KVFZE

PDB 3KW5 was passing test before but now failed with g&fill_missing_atomsgd error! Its run-log could be
found in §I3KW5ES

PDB 3L21 was passing test before but now failed with Bifill_missing_atomsgg error! Its run-log could be
found in §Z3L21RY

PDB 3L24 was passing test before but now failed with Bifill_missing_atomsgg error! Its run-log could be
found in §33L24F8

PDB 3L2X was passing test before but now failed with §38bad_patchgj error! Its run-log could be found in
BA3L2XE8

PDB 3LDS was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in BZ3LDSEY

PDB 3LDU was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §I3LDUEY

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 FZ3LWME

PDB 3LZI was passing test before but now failed with B8unrecognized_residueRg error! Its run-log could
be found in BI3LZIEE

PDB 3M1I was passing test before but now failed with gunrecognized_residuelg error! Its run-log could
be found in EZ3M1IE]

PDB 3M8R was passing test before but now failed with Bunrecognized_residuef error! Its run-log could
be found in Z3M8REY

PDB 3M8S was passing test before but now failed with Bdunrecognized_residuefg error! Its run-log could
be found in B23M8SEY

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

PDB 3MBY was passing test before but now failed with f2unrecognized_residuegg error! Its run-log could
be found in 33MBYZ}

PDB 3MFH was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in EZ3MFHE]
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PDB 3MFI was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in §I3MFIE]

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

PDB 3MUR was passing test before but now failed with funrecognized_residueg error! Its run-log could
be found in BZ3MURES

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

PDB 3MUV was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §I3MUVEE

PDB 3MX5 was passing test before but now failed with g8unrecognized_residuefl error! Its run-log could
be found in EZ3MX53

PDB 3MXH was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in I3MXHE]

PDB 3N25 was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in §I3N25R3

PDB 3N2G was passing test before but now failed with fdunrecognized residuefg error! Its run-log could
be found in §I3N2GE]

PDB 3N2K was passing test before but now failed with f€unrecognized_residuelf error! Its run-log could
be found in BZ3N2KE3

PDB 3NAE was passing test before but now failed with §8unrecognized_residueig error! Its run-log could
be found in §I3NAEZg

PDB 3NBY was passing test before but now failed with qunrecognized_residueg error! Its run-log could
be found in F33NBYZY

PDB 3NBZ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ3NBZE3

PDB 3NCO was passing test before but now failed with §unrecognized_residueff error! Its run-log could
be found in §33NCOE8

PDB 3NC1 was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in §I3NC1E8

PDB 3NCI was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in E43NCIE3

PDB 3NDK was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in E23NDKEg

PDB 3NE6 was passing test before but now failed with B8unrecognized_residuelg error! Its run-log could
be found in EI3NE6E]

PDB 3NGD was passing test before but now failed with funrecognized_residuefd error! Its run-log could
be found in EZ3NGDEY

PDB 3NGI was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in BE3NGIR

PDB 3NHG was passing test before but now failed with §funrecognized_residuefd error! Its run-log could
be found in §I3NHGES

PDB 3NOJ was passing test before but now failed with Bdfill_missing_atomsgd error! Its run-log could be
found in E43NOJZE

PDB 3NW3 was passing test before but now failed with 8unknowng error! Its run-log could be found in
EE3NW3EY

PDB 3NWY was passing test before but now failed with B8unrecognized_residuefg error! Its run-log could
be found in FZ3NWYE]

PDB 3NYG was passing test before but now failed with Béfill_missing_atomsgd error! Its run-log could be
found in EI3NYGES

PDB 30HO was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in EZ230HOR

PDB 30HA was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F230HAR

PDB 30HB was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in F330HBEY

PDB 30JS was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E330JSEY

PDB 30JU was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ30]UR

PDB 30S1 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §I30S1(]

PDB 30SN was passing test before but now failed with gdunrecognized residuefg error! Its run-log could
be found in §I30SNEg

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

PDB 30VS was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in §330VSEY

PDB 3P22 was passing test before but now failed with ffunrecognized_residuefd error! Its run-log could
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be found in f33P225Y

PDB 3PCR was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in EZ3PCREY

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

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

PDB 3P0O4 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in E23PO4F

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

PDB 3PV8 was passing test before but now failed with B8unrecognized_residuegl error! Its run-log could
be found in 43PV 8E]

PDB 3PX0 was passing test before but now failed with fqunrecognized_residuefd error! Its run-log could
be found in E43PX0E]

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

PDB 3PX6 was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in EI3PX6E]

PDB 3PY8 was passing test before but now failed with Bgunrecognized_residuefd error! Its run-log could
be found in §3PY8E]

PDB 3Q3Z was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in

PDB 3Q7U was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in §¥3Q7UEY

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

PDB 3QES was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in BZ3QESEA

PDB 3QET was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EI3QETEY

PDB 3QEV was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in F33QEVE]

PDB 3QEW was passing test before but now failed with Bdunrecognized residuefl error! Its run-log could
be found in 23QEWZY

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

PDB 3QNN was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §I3QNNZ8

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

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

PDB 3R1H was passing test before but now failed with §unrecognized_residuefg error! Its run-log could
be found in §33R1HEE

PDB 3R1L was passing test before but now failed with funrecognized_residuef8 error! Its run-log could
be found in f33R1LEY

PDB 3R3Z was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in 43R3ZE8

PDB 3R75 was passing test before but now failed with gafill_missing_atomsg8 error! Its run-log could be
found in §43R75E8

PDB 3R76 was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in 43R 76E8

PDB 3RAP was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ3RAPES

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

PDB 3RAX was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in FI3RAXE]

PDB 3RB0 was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in E23RBOEY

PDB 3RB4 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ3RB4E3

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

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

PDB 3RBE was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ3RBER]
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PDB 3REM was passing test before but now failed with B3fill_missing_atomskg error! Its run-log could be
found in §33REMEZ8

PDB 3RET was passing test before but now failed with BEfill_missing_atomsgd error! Its run-log could be
found in E3RETRY

PDB 3RH4 was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in EZ3RH4R

PDB 3RH5 was passing test before but now failed with §unrecognized_residueff error! Its run-log could
be found in §33RH5E8

PDB 3RH6 was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in §I3RH6ES

PDB 3RK8 was passing test before but now failed with E2fill_missing_atomsBd error! Its run-log could be
found in E23RK8EY

PDB 3RR7 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in (I3RR7E8

PDB 3RR8 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 23RR8EY

PDB 3RRG was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in ¥3RRGE]

PDB 3RRH was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in E3RRHEY

PDB 3RTV was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in EZ3RTVEY

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

PDB 3RWU was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in BA3RWUEE

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

PDB 3RYF was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in EZ3RYFE]

PDB 3RYH was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in F43RYHEY

PDB 3RYI was passing test before but now failed with f€unrecognized_residueBf error! Its run-log could
be found in EZ3RYIEE

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

PDB 3RZH was passing test before but now failed with fgbad_patch@d error! Its run-log could be found in
B43RZHEY

PDB 3RZM was passing test before but now failed with g8bad_patch@g error! Its run-log could be found
in B43RZMEg

PDB 3S1R was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §33S1RE8

PDB 3S9H was passing test before but now failed with f2unrecognized_residuegg error! Its run-log could
be found in F33S9HE]

PDB 3SKI was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in BZ3SKIEY

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

PDB 3SKW was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in F33SKWE]

PDB 3SKZ was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in BZ3SKZRY

PDB 3SNN was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in FZ3SNNEY

PDB 35SQ0 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §#3SQO0E]

PDB 35Q1 was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in E23SQ158

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

PDB 35Q4 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §33SQ4E]

PDB 3SRF was passing test before but now failed with B2fill_missing_atomsg error! Its run-log could be
found in §43SRFEY

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

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

PDB 3SUP was passing test before but now failed with g3unrecognized_residuefd error! Its run-log could
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be found in §33SUP38

PDB 35UQ was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in BZ3SUQR]

PDB 35V3 was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §33SV3ig

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

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

PDB 3572 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in §¥3SZ28%

PDB 3T2K was passing test before but now failed with §2bad_patchgd error! Its run-log could be found in
BY3T2KEE

PDB 3T2Z was passing test before but now failed with f2bad_patchgd error! Its run-log could be found in
B43T27R

PDB 3T3F was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §¥3T3FE

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 3UCZ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F33UCZE

PDB 3UD3 was passing test before but now failed with B8unrecognized_residuefl error! Its run-log could
be found in F33UD3E]

PDB 3UD4 was passing test before but now failed with B€unrecognized_residuefg error! Its run-log could
be found in E23UDA4E]

PDB 3UT5 was passing test before but now failed with §8unrecognized_residueff error! Its run-log could
be found in §33UT5E8

PDB 3V6H was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §33V6HEE

PDB 3V6] was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in 43V6

PDB 3V6K was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in BZ3V6KEY

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

PDB 3VHX was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in F43VHXEY

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

PDB 3W3Z was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §33W3ZF

PDB 3W92 was passing test before but now failed with B&fill_missing_atomsg3 error! Its run-log could be
found in §43W928

PDB 3W93 was passing test before but now failed with Béfill_missing_atomsEd error! Its run-log could be
found in Bg3W93F3

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

PDB 3WFR was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in EI3WFREE

PDB 3WGM was passing test before but now failed with B8unrecognized_residuef8 error! Its run-log
could be found in Eg3WGMEY

PDB 3WWL was passing test before but now failed with fgunrecognized_residuefd error! Its run-log
could be found in BE3WWLEE

PDB 3WYG was passing test before but now failed with gunrecognized_residuefg error! Its run-log could
be found in EI3WYG38

PDB 3Z]Y was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in fg3Z

PDB 4A7W was passing test before but now failed with §8unrecognized_residuefq error! Its run-log could
be found in B24A7WEE

PDB 4A8K was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §34A8KES

PDB 4A8M was passing test before but now failed with gunrecognized_residuef8 error! Its run-log could
be found in §34A8Mzg

PDB 4AIS was passing test before but now failed with B2fill_missing_atomsgg error! Its run-log could be
found in g24AISEY
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PDB 4AO0ON was passing test before but now failed with §2fill_missing_atomskg error! Its run-log could be
found in §34A0NZ8

PDB 4AT9 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §34AT9:8

PDB 4ATB was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ4ATBE3

PDB 4AY2 was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in 24 AY238

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

PDB 4B48 was passing test before but now failed with g8unrecognized residuelg error! Its run-log could
be found in (24B48EY

PDB 4B5S was passing test before but now failed with B&fill_missing_atomsRd error! Its run-log could be
found in §24B5SE%

PDB 4B5U was passing test before but now failed with Bfill_missing_atomsEd error! Its run-log could be
found in §24B5UES

PDB 4B5V was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §34B5VEY

PDB 4B5W was passing test before but now failed with B2fill_missing_atomsg error! Its run-log could be
found in §24B5WEE

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

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

PDB 4BWM was passing test before but now failed with funrecognized_residuefl error! Its run-log
could be found in gZ24BWME3

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

PDB 4C8K was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in §34C8KEY

PDB 4CCH was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in E24CCHEg

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

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

PDB 4D0G was passing test before but now failed with g8unrecognized residuefd error! Its run-log could
be found in E24D0GEY

PDB 4D8W was passing test before but now failed with g3duplicate_atom_nameg error! Its run-log
could be found in 24D8WEY

PDB 4D92 was passing test before but now failed with f€duplicate_atom_namegg error! Its run-log could
be found in §34D92j

PDB 4DF4 was passing test before but now failed with unrecognized_residueBg error! Its run-log could
be found in f34DF45Y

PDB 4DF8 was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in EZ4DF8FY

PDB 4DF] was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in 34 DFJ:8

PDB 4DFK was passing test before but now failed with qunrecognized_residueg error! Its run-log could
be found in f34DFKEY

PDB 4DFM was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
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PDB 4DFP was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
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be found in §Z4DOBEg

PDB 4DOC was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
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PDB 4DQI was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
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be found in §24DQIE8
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be found in §24DU1E]

PDB 4DU3 was passing test before but now failed with B€unrecognized_residuefg error! Its run-log could
be found in E24DU3E3

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 BZunrecognized residuefg error! Its run-log could
be found in EZ4EQDE]

PDB 4E3S was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in BZ4E3SE3

PDB 4E7A was passing test before but now failed with g8unrecognized_residued error! Its run-log could
be found in §34E7AE]

PDB 4E80 was passing test before but now failed with B2unrecognized_residuef error! Its run-log could
be found in f24E80E]

PDB 4EB6 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BZ4EB6ES

PDB 4EBC was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in f34EBCE}

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

PDB 4EBE was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in BZ4EBER]

PDB 4EDK was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §24EDKEY

PDB 4EDR was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in f24EDREY

PDB 4EE1 was passing test before but now failed with Bgunrecognized_residuefd error! Its run-log could
be found in FZ4EE1F}

PDB 4ELT was passing test before but now failed with §funrecognized_residuefg error! Its run-log could

be found in

PDB 4ELU was passing test before but now failed with g8unrecognized_residued error! Its run-log could
be found in §34ELUEE

PDB 4ENA was passing test before but now failed with gdunrecognized residueBg error! Its run-log could
be found in EZ4ENARY

PDB 4EW7 was passing test before but now failed with Béfill_missing_atomsEg error! Its run-log could be
found in B4EW7RY

PDB 4EZ6 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §34EZ6]

PDB 4EZ9 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §34EZ9E]

PDB 4F04 was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in B24F0428
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PDB 4F2R was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in f24F2REY

PDB 4F2S was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §¥4F2SE]

PDB 4F30 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E24F30&3

PDB 4F4K was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in 34 F4Kz8

PDB 4F61 was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in §34F6158

PDB 4F6R was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in E24F6REY

PDB 4F8R was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §Z4F8RE3

PDB 4FEE was passing test before but now failed with Béfill_missing_atomsEd error! Its run-log could be
found in 24 FEEES

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

PDB 4FFB was passing test before but now failed with Bdunrecognized_residuefd error! Its run-log could
be found in §Z4FFBEY

PDB 4FH5 was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §34FH5E8

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

PDB 4FHV was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ4FHVEY

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

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

PDB 4FJG was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in 24 F)GEg

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

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

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

PDB 4FJN was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §¥4F]NE3

PDB 4FK0 was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in 34 FKOZ8

PDB 4FK2 was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §34FK238

PDB 4FK4 was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in B24FK4E8

PDB 4FS1 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §34FS1EY

PDB 4FS2 was passing test before but now failed with Bgunrecognized_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 E24FWQE3

PDB 4FWS was passing test before but now failed with 8unrecognized_residuefl error! Its run-log could
be found in §34FWSEY

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

PDB 4FYW was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EZ4FYWEY

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

PDB 4FYY was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
be found in F24FYYEY

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

PDB 4FZG was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in §¥4FZGEg

PDB 4GMM was passing test before but now failed with unrecognized_residueig error! Its run-log
could be found in §24GMME3

PDB 4GMU was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0399/error-logs/4fs1.log
https://www.rcsb.org/structure/4FS2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0399/error-logs/4fs2.log
https://www.rcsb.org/structure/4FWQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0400/error-logs/4fwq.log
https://www.rcsb.org/structure/4FWS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0400/error-logs/4fws.log
https://www.rcsb.org/structure/4FWT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0400/error-logs/4fwt.log
https://www.rcsb.org/structure/4FYW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0400/error-logs/4fyw.log
https://www.rcsb.org/structure/4FYX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0400/error-logs/4fyx.log
https://www.rcsb.org/structure/4FYY
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0400/error-logs/4fyy.log
https://www.rcsb.org/structure/4FZC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0400/error-logs/4fzc.log
https://www.rcsb.org/structure/4FZG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0400/error-logs/4fzg.log
https://www.rcsb.org/structure/4GMM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0403/error-logs/4gmm.log
https://www.rcsb.org/structure/4GMU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html

be found in f24GMUZ8

PDB 4GMZ was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ4GMZE]

PDB 4GNM was passing test before but now failed with §8unrecognized_residueff error! Its run-log could
be found in §24GNMEzg

PDB 4GNO was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in §24GNOZ

PDB 4GNQ was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in Z4GNQEY

PDB 4GV3 was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in B24GV3k3

PDB 4GV6 was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in f34GV6&]

PDB 4GV9 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in f24GV9EY

PDB 4HDG was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in E24HDGH}

PDB 4HMY was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f24HMYEY

PDB 4HNA was passing test before but now failed with unrecognized_residue8 error! Its run-log could
be found in §34HNAGS

PDB 4HO9 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in 24HO938

PDB 4HOR was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in f24HOREY

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

PDB 4127 was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in 2412783

PDB 414T was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in {2414 138

PDB 4150 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in (2415088

PDB 4155 was passing test before but now failed with g8unrecognized residuefd error! Its run-log could
be found in (2415583

PDB 416N was passing test before but now failed with g3fill_missing_atomsg3 error! Its run-log could be
found in §8416NEY

PDB 41G7 was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in §¥41G7R4

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

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

PDB 41QD was passing test before but now failed with g&fill_missing_atomsR§ error! Its run-log could be
found in §341QDEY

PDB 41Q] was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §241Q

PDB 4IRK was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in BZ4IRKEY

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

PDB 41YO was passing test before but now failed with Bgduplicate_atom_nameg error! Its run-log could
be found in §241YO:8

PDB 4]6X was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in £24)6XE3

PDB 4JF2 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in Z24)F2F3

PDB 4JGP was passing test before but now failed with g&fill_missing_atomsg8 error! Its run-log could be
found in §34)GP38

PDB 4]LZ was passing test before but now failed with f8unrecognized_residuefg error! Its run-log could
be found in £24]LZE8

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

PDB 4]NK was passing test before but now failed with f8unknownig error! Its run-log could be found in
B34 NKEY

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

PDB 4]JT2 was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in 24)T2E8



file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0403/error-logs/4gmu.log
https://www.rcsb.org/structure/4GMZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0403/error-logs/4gmz.log
https://www.rcsb.org/structure/4GNM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0403/error-logs/4gnm.log
https://www.rcsb.org/structure/4GNO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0403/error-logs/4gno.log
https://www.rcsb.org/structure/4GNQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0403/error-logs/4gnq.log
https://www.rcsb.org/structure/4GV3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0404/error-logs/4gv3.log
https://www.rcsb.org/structure/4GV6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0404/error-logs/4gv6.log
https://www.rcsb.org/structure/4GV9
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0404/error-logs/4gv9.log
https://www.rcsb.org/structure/4HDG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0407/error-logs/4hdg.log
https://www.rcsb.org/structure/4HMY
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0408/error-logs/4hmy.log
https://www.rcsb.org/structure/4HNA
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0409/error-logs/4hna.log
https://www.rcsb.org/structure/4HO9
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0409/error-logs/4ho9.log
https://www.rcsb.org/structure/4HOR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0409/error-logs/4hor.log
https://www.rcsb.org/structure/4HOS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0409/error-logs/4hos.log
https://www.rcsb.org/structure/4I27
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0411/error-logs/4i27.log
https://www.rcsb.org/structure/4I4T
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0411/error-logs/4i4t.log
https://www.rcsb.org/structure/4I50
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0411/error-logs/4i50.log
https://www.rcsb.org/structure/4I55
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0411/error-logs/4i55.log
https://www.rcsb.org/structure/4I6N
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0411/error-logs/4i6n.log
https://www.rcsb.org/structure/4IG7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0413/error-logs/4ig7.log
https://www.rcsb.org/structure/4IHJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0413/error-logs/4ihj.log
https://www.rcsb.org/structure/4IIJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0413/error-logs/4iij.log
https://www.rcsb.org/structure/4IQD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0414/error-logs/4iqd.log
https://www.rcsb.org/structure/4IQJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0414/error-logs/4iqj.log
https://www.rcsb.org/structure/4IRK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0414/error-logs/4irk.log
https://www.rcsb.org/structure/4IY7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0415/error-logs/4iy7.log
https://www.rcsb.org/structure/4IYO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0415/error-logs/4iyo.log
https://www.rcsb.org/structure/4J6X
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0417/error-logs/4j6x.log
https://www.rcsb.org/structure/4JF2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0418/error-logs/4jf2.log
https://www.rcsb.org/structure/4JGP
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0418/error-logs/4jgp.log
https://www.rcsb.org/structure/4JLZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0419/error-logs/4jlz.log
https://www.rcsb.org/structure/4JMC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0419/error-logs/4jmc.log
https://www.rcsb.org/structure/4JNK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0419/4jnk.log
https://www.rcsb.org/structure/4JRC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0420/error-logs/4jrc.log
https://www.rcsb.org/structure/4JT2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0420/error-logs/4jt2.log

PDB 4]X5 was passing test before but now failed with B2fill_missing_atomsgg error! Its run-log could be
found in §34) X588

PDB 4JX6 was passing test before but now failed with Bfill_missing_atomsgg error! Its run-log could be
found in §34)X6E3

PDB 4]ZT was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in B24)ZTE3

PDB 4K81 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §24K81F

PDB 4K8X was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in §34K8XE8

PDB 4K8Z was passing test before but now failed with Bunrecognized_residuefl error! Its run-log could
be found in (24K8ZF

PDB 4K98 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §%4K98E8

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

PDB 4KCT was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §34KCTES

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 f24KGZE

PDB 4KH1 was passing test before but now failed with f€unrecognized_residuefd error! Its run-log could
be found in §#4KH1E]

PDB 4KR2 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in BZ4KR2E3

PDB 4KR3 was passing test before but now failed with unrecognized_residuef error! Its run-log could
be found in §34KR3F3

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

PDB 4KVA was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in E24KVAEY

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

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 4MGN was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in B24MGNE3

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

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 B8unrecognized residuef error! Its run-log could
be found in f24MZLEY

PDB 4N3G was passing test before but now failed with B8unknowngg error! Its run-log could be found in
E24N3GEY

PDB 4N3N was passing test before but now failed with B8unknown@f error! Its run-log could be found in
E24N3NEY

PDB 4N56 was passing test before but now failed with f2unrecognized residuef error! Its run-log could
be found in F24N563]

PDB 4N5S was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §¥4N5SE]

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

PDB 4NYA was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could



https://www.rcsb.org/structure/4JX5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0421/error-logs/4jx5.log
https://www.rcsb.org/structure/4JX6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0421/error-logs/4jx6.log
https://www.rcsb.org/structure/4JZT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0421/error-logs/4jzt.log
https://www.rcsb.org/structure/4K81
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0422/error-logs/4k81.log
https://www.rcsb.org/structure/4K8X
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0422/error-logs/4k8x.log
https://www.rcsb.org/structure/4K8Z
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0422/error-logs/4k8z.log
https://www.rcsb.org/structure/4K98
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0422/error-logs/4k98.log
https://www.rcsb.org/structure/4KB6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0423/error-logs/4kb6.log
https://www.rcsb.org/structure/4KCT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0423/error-logs/4kct.log
https://www.rcsb.org/structure/4KGX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0423/error-logs/4kgx.log
https://www.rcsb.org/structure/4KGZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0423/error-logs/4kgz.log
https://www.rcsb.org/structure/4KH1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0423/error-logs/4kh1.log
https://www.rcsb.org/structure/4KR2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0425/error-logs/4kr2.log
https://www.rcsb.org/structure/4KR3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0425/error-logs/4kr3.log
https://www.rcsb.org/structure/4KS6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0425/error-logs/4ks6.log
https://www.rcsb.org/structure/4KVA
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0425/error-logs/4kva.log
https://www.rcsb.org/structure/4KVG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0425/error-logs/4kvg.log
https://www.rcsb.org/structure/4LHZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0428/error-logs/4lhz.log
https://www.rcsb.org/structure/4LIL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0429/error-logs/4lil.log
https://www.rcsb.org/structure/4LNU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0429/error-logs/4lnu.log
https://www.rcsb.org/structure/4LRS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0430/error-logs/4lrs.log
https://www.rcsb.org/structure/4LRT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0430/error-logs/4lrt.log
https://www.rcsb.org/structure/4M49
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0432/4m49.log
https://www.rcsb.org/structure/4M6V
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0432/error-logs/4m6v.log
https://www.rcsb.org/structure/4M8O
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0432/error-logs/4m8o.log
https://www.rcsb.org/structure/4MGN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0433/error-logs/4mgn.log
https://www.rcsb.org/structure/4MIT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0434/error-logs/4mit.log
https://www.rcsb.org/structure/4MYS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0436/error-logs/4mys.log
https://www.rcsb.org/structure/4MZL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0436/error-logs/4mzl.log
https://www.rcsb.org/structure/4N3G
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0437/4n3g.log
https://www.rcsb.org/structure/4N3N
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0437/4n3n.log
https://www.rcsb.org/structure/4N56
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0437/error-logs/4n56.log
https://www.rcsb.org/structure/4N5S
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0437/error-logs/4n5s.log
https://www.rcsb.org/structure/4NCN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0438/error-logs/4ncn.log
https://www.rcsb.org/structure/4NYA
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html

be found in §34NYAZS

PDB 402A was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E2402A%

PDB 402B was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §3402BF4

PDB 404H was passing test before but now failed with g8unrecognized_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 f3404I1%3

PDB 404] was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E2404]3

PDB 404L was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in §3404L58

PDB 40L0 was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §240L0E%

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

PDB 40TV was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in §340TVi8

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

PDB 4PC8 was passing test before but now failed with Bifill_missing_atomsgg error! Its run-log could be
found in §Z4PC8RY

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

PDB 4PJO was passing test before but now failed with unrecognized_residuefg error! Its run-log could
be found in §24PJOF4

PDB 4PKD was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in E24PKDE3

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

PDB 4PLF was passing test before but now failed with Bfill_missing_atomsgd error! Its run-log could be
found in §34PLFE8

PDB 4PLX was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EZ24PLXE8

PDB 4PLY was passing test before but now failed with g&fill_missing_atomsgd error! Its run-log could be
found in §Z4PLYRY

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

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

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

PDB 4QG4 was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in §34QG483

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

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

PDB 4QM6 was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in §34QM6i8

PDB 4QM7 was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §34QM738

PDB 4Q08 was passing test before but now failed with Bgunknown@g error! Its run-log could be found in
E34Q08E

PDB 4QWC was passing test before but now failed with §3unrecognized_residuei error! Its run-log
could be found in 84QWCEY

PDB 4QXA was passing test before but now failed with B8unrecognized_residuef 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 f8unrecognized_residuef error! Its run-log could
be found in E24RD1RY

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

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_atomsB error! Its run-log could be
found in
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PDB 4RT2 was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §34RT25E8

PDB 4RT3 was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §34RT3E8

PDB 4RV5 was passing test before but now failed with B&fill_missing_atomsg} error! Its run-log could be
found in g24RV5E3

PDB 4RXP was passing test before but now failed with g8unrecognized_residueff error! Its run-log could
be found in §34RXP&Y

PDB 4RXQ was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §34RXQE8

PDB 4RXR was passing test before but now failed with g8unrecognized residuegd error! Its run-log could
be found in Z4RXREY

PDB 4RXS was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §¥4RXSE3

PDB 4RY5 was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in §24RY5EY

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

PDB 4TME was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in 24 TMERS

PDB 4TMW was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in §24TMWEg
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be found in §24WC7E3

PDB 4WFL was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ4WFLE3

PDB 4WFM was passing test before but now failed with fgunrecognized_residuef error! Its run-log could
be found in §24WFMEZ]

PDB 4WOP was passing test before but now failed with g8unrecognized_residueg error! Its run-log could
be found in §24WOPE

PDB 4X1l was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 24 X113

PDB 4X1K was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in BZ4X1KRY

PDB 4X1Y was passing test before but now failed with Bgunrecognized_residuegd 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 §34X2038

PDB 4X35 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B24X35E8

PDB 4XA5 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 34 XA5E]

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

PDB 4X]3 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 24 X]3E3

PDB 4XOl was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in 24 X0l

PDB 4XSV was passing test before but now failed with Bqunrecognized_residueBg error! Its run-log could
be found in F34XSVE]

PDB 4XUS was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in B24XUSEA

PDB 4Y1] was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in 24 Y1J38

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

PDB 4YAZ was passing test before but now failed with Bdunrecognized residuef error! Its run-log could
be found in E24YAZEY

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

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 residuegg error! Its run-log could
be found in §34Y|238

PDB 4Y]3 was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in 24Y]3E8

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

PDB 4YL2 was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in §34YL2E]

PDB 4YLN was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in BZ4YLNEY

PDB 4YLO was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in (24 YLOZY

PDB 4YLP was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in 24 YLPZY

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

PDB 4ZBT was passing test before but now failed with g2fill_missing_atomsgg error! Its run-log could be
found in §¥4ZBTR3

PDB 4ZD] was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in 24ZD

PDB 4ZDK was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in f24ZDKE3

PDB 4ZDQ was passing test before but now failed with Bdunrecognized_residuefg error! Its run-log could
be found in §%4ZDQRg

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

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

PDB 4ZWO was passing test before but now failed with g&fill_missing_atomsg§ error! Its run-log could be
found in g84ZWOR3
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PDB 4ZWU was passing test before but now failed with B2fill_missing_atomskg error! Its run-log could be
found in §34ZWUzg

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

PDB 5A03 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in E25A03E3

PDB 5A04 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §35A04%3

PDB 5AXL was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in EI5AXLE]

PDB 5AXM was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in EZ5AXMEY

PDB 5AXN was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in FI5AXNES

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 5CA1 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E35CA1RY

PDB 5CM6 was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in §35CM6E]

PDB 5CRA was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be

found in BZ5CRARS

PDB 5DOQE was passing test before but now failed with f€unrecognized_residuelg error! Its run-log could
be found in §35DOERY

PDB 5D0G was passing test before but now failed with gunrecognized_residueffd error! Its run-log could
be found in §35D0GE8

PDB 5D5L was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in EZ5D5LEY

PDB 5DCV was passing test before but now failed with B€unrecognized_residuelg 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 5DLQ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E35DLOEY

PDB 5E41 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in B5E4183

PDB 5E6M was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in FI5E6ME]

PDB 5EBU was passing test before but now failed with B&fill_missing_atomsgg error! Its run-log could be

found in §I5EBUER

PDB 5EBW was passing test before but now failed with Bfill_missing_atomsRd error! Its run-log could be
found in GI5EBWES

PDB 5EFC was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in EI5EFCEY

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

be found in §35EIBEY

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

be found in BZ5EINEY

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

PDB 5EWE was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in EI5EWEZE

PDB 5EWF was passing test before but now failed with Bunrecognized_residuefj error! Its run-log could
be found in EZ5EWFE]

PDB 5EY0 was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in I5EYO0RY

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 5F0Q was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in

PDB 5F0S was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could

be found in §35F0SE]

PDB 5F81 was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
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be found in §35F8IEY

PDB 5F9H was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in BZ5F9HEY

PDB 5FH0 was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §35FHOR8

PDB 5FH1 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35FH1EE

PDB 5FH2 was passing test before but now failed with g8unrecognized_residuelg 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 BI5FH38Y

PDB 5FH4 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35FH458

PDB 5F]C was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in 45F)CEY

PDB 5FNV was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B45FNVEE

PDB 5GIX was passing test before but now failed with B8unknowngd error! Its run-log could be found in
BI5GIXEY

PDB 5GIY was passing test before but now failed with g8unknown@g error! Its run-log could be found in
BI5GIYER

PDB 5GOF was passing test before but now failed with Bdunrecognized_residuefg error! Its run-log could
be found in 25 GOFEY

PDB 5GOZ was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in f35G0OZz8

PDB 5HP1 was passing test before but now failed with g8duplicate_atom_namegg error! Its run-log could
be found in F35HP 15}

PDB 5HP8 was passing test before but now failed with B2fill_missing_atomsgg error! Its run-log could be
found in E25HP8E]

PDB 5HS2 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in F35HS2¢

PDB 5HZH was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §35HZHES

PDB 513U was passing test before but now failed with g8duplicate_atom_namegj error! Its run-log could
be found in EZ513URY

PDB 518T was passing test before but now failed with Bunknowngd error! Its run-log could be found in
32518

PDB 5IDO was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §35IDOE8

PDB 5IPL was passing test before but now failed with gdunrecognized residuefg error! Its run-log could
be found in 25IPLEY

PDB 5IPM was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in §351PM3j

PDB 51PN was passing test before but now failed with f8unrecognized_residueig error! Its run-log could
be found in §35IPN38

PDB 5ITZ was passing test before but now failed with qunrecognized_residueig error! Its run-log could
be found in §35ITZEY

PDB 51YZ was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in BZ51YZEY

PDB 5J2T was passing test before but now failed with f8unrecognized_residuegf error! Its run-log could
be found in §35J2TE8

PDB 5)5C was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in §35]5C¢d

PDB 5]CB was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in £25)CBEj

PDB 5]H7 was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in §45JH7RY

PDB 5JQG was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35]QGz8

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

PDB 5K2M was passing test before but now failed with f8unrecognized_residuelg error! Its run-log could
be found in §35K2M;3j

PDB 5K3E was passing test before but now failed with E2fill_missing_atomsEg error! Its run-log could be
found in E45K3ER]

PDB 5K7X was passing test before but now failed with funrecognized_residueg error! Its run-log could
be found in §35K7 X3

PDB 5KAL was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in BZ5KALRY
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PDB 5KX5 was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in §35KX5E8

PDB 5L30 was passing test before but now failed with unrecognized_residueg error! Its run-log could
be found in §35L30F8

PDB 5L6K was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BZ5L6KEY

PDB 5L6T was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ5L6TEY

PDB 5L70 was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in §35L70&]

PDB 5L8H was passing test before but now failed with Bfill_missing_atomsgd error! Its run-log could be
found in §45L8HEY

PDB 5L9E was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §35L9ERY

PDB 5LA6 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in EI5LA6E]

PDB 5LEF was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in F35LEFEY

PDB 5LLX was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BI5LLXEY

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

PDB 5LS7 was passing test before but now failed with Bgfill_missing_atomsgd error! Its run-log could be
found in §35LS7E4

PDB 5LU4 was passing test before but now failed with g&fill_missing_atomsgg error! Its run-log could be
found in BE5LU4E3

PDB 5LVS was passing test before but now failed with §funrecognized_residueff error! Its run-log could
be found in §35LVSE8

PDB 5LWO was passing test before but now failed with E8bad_patchig error! Its run-log could be found
in B35LWORY

PDB 5LXS was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in F45LXSEY

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

PDB 5LY] was passing test before but now failed with f8unrecognized_residuegd error! Its run-log could
be found in 35LY]38

PDB 5M73 was passing test before but now failed with Bdunrecognized residuefd error! Its run-log could
be found in E35M7 3¢

PDB 5M7E was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BI5M7ERg

PDB 5M7G was passing test before but now failed with §funrecognized_residuefd error! Its run-log could
be found in §35M7G:8

PDB 5M8D was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in 35M8D38

PDB 5M8G was passing test before but now failed with §funrecognized_residuefd error! Its run-log could
be found in E25M8GEg

PDB 5MF4 was passing test before but now failed with §3unrecognized_residueif error! Its run-log could
be found in §35MF438

PDB 5MIO was passing test before but now failed with Eunrecognized_residuef error! Its run-log could
be found in §35MIOE]

PDB 5MUE was passing test before but now failed with B2fill_missing_atomsgg error! Its run-log could be
found in E85MUER}

PDB 5MUG was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in §35MUGEY

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

PDB 5NG1 was passing test before but now failed with fdunrecognized residuefd error! Its run-log could
be found in EZ5NG1E8

PDB 5NJH was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in I5N]HES

PDB 5NKL was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in F35NKLEE
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be found in EZ5NM5E]

PDB 5NQT was passing test before but now failed with f€unrecognized_residueBf error! Its run-log could
be found in

PDB 5NQU was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in EZ5NQUZ8

PDB 5NRL was passing test before but now failed with f8unrecognized_residueg error! Its run-log could
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be found in 35NRLEY

PDB 507A was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E2507AR

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

PDB 50PD was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §350PDE]

PDB 50SK was passing test before but now failed with g8unrecognized_residuefl error! Its run-log could
be found in EZ50SKEY

PDB 50V7 was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in (350V7§3
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be found in §35S4 R34

PDB 554S was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
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be found in f35S4T&
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be found in B2554WEg

PDB 554X was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §35S4Xz8
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be found in F3554 Y&y
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be found in §355478%
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PDB 5551 was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in E35S51F
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be found in BZ5S52F3
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be found in E45S53¢]
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be found in EZ5S55F

PDB 5556 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in 4555683

PDB 5557 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
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PDB 555D was passing test before but now failed with f€unrecognized_residueif error! Its run-log could
be found in §35S5DEY

PDB 5S5E was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
be found in E35S5ERY

PDB 5S5F was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in BZ5S5FE8

PDB 555G was passing test before but now failed with B€unrecognized_residueRf error! Its run-log could
be found in §35S5GEY

PDB 5S5H was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in E35S5HE]

PDB 5551 was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in EZ5S5I83

PDB 555] was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in §45S5)38

PDB 555K was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E35S5KE]

PDB 5S55L was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in §35S5LE]

PDB 555M was passing test before but now failed with Bdunrecognized_residueg error! Its run-log could
be found in fg5S5MEzg

PDB 555N was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E35S5NEY

PDB 5550 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §35S508E]

PDB 5S55P was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in BZ5S5PFY

PDB 555Q was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §35S5QF

PDB 5S5R was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §35S5RE8

PDB 5S55S was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in EZ5S5SEY

PDB 5S55T was passing test before but now failed with g8unrecognized_residueff error! Its run-log could
be found in

PDB 555U was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in F35S5UR4

PDB 555V was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in EZ5S5VEY

PDB 555W was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in g5S5W3Q

PDB 555X was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §35S5XE8

PDB 5S5Y was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in F35S5YEY

PDB 555Z was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B2555738

PDB 5560 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in E45S60E]

PDB 5561 was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
be found in f35S61F

PDB 5562 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in BZ5562F3

PDB 5563 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in E25S63¢]

PDB 5564 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in F35564E

PDB 5565 was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in EZ5S65F3

PDB 5566 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in EZ5S66R3

PDB 5567 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in 3556 7¢

PDB 5576 was passing test before but now failed with B2fill_missing_atomsB8 error! Its run-log could be
found in 4557683

PDB 5582 was passing test before but now failed with 8unknown@g error! Its run-log could be found in
3Z5S82F]

PDB 55B3 was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §35SB3E8

PDB 55SB4 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could



https://www.rcsb.org/structure/5S5D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5d.log
https://www.rcsb.org/structure/5S5E
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5e.log
https://www.rcsb.org/structure/5S5F
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5f.log
https://www.rcsb.org/structure/5S5G
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5g.log
https://www.rcsb.org/structure/5S5H
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5h.log
https://www.rcsb.org/structure/5S5I
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5i.log
https://www.rcsb.org/structure/5S5J
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5j.log
https://www.rcsb.org/structure/5S5K
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5k.log
https://www.rcsb.org/structure/5S5L
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5l.log
https://www.rcsb.org/structure/5S5M
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5m.log
https://www.rcsb.org/structure/5S5N
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5n.log
https://www.rcsb.org/structure/5S5O
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5o.log
https://www.rcsb.org/structure/5S5P
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5p.log
https://www.rcsb.org/structure/5S5Q
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5q.log
https://www.rcsb.org/structure/5S5R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5r.log
https://www.rcsb.org/structure/5S5S
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5s.log
https://www.rcsb.org/structure/5S5T
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5t.log
https://www.rcsb.org/structure/5S5U
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5u.log
https://www.rcsb.org/structure/5S5V
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5v.log
https://www.rcsb.org/structure/5S5W
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5w.log
https://www.rcsb.org/structure/5S5X
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s5x.log
https://www.rcsb.org/structure/5S5Y
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/5S61
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https://www.rcsb.org/structure/5S62
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https://www.rcsb.org/structure/5S63
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https://www.rcsb.org/structure/5S64
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https://www.rcsb.org/structure/5S65
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s65.log
https://www.rcsb.org/structure/5S66
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0581/error-logs/5s66.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html

be found in §35SB458

PDB 55B5 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BZ5SB5E8

PDB 55B6 was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §35SB6i8

PDB 5SB8 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §35SB8:8

PDB 55B9 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in EZ5SB9kY

PDB 5SBA was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in E25SBAR

PDB 5SBB was passing test before but now failed with Bdunrecognized_residuegf error! Its run-log could
be found in §35SBBEY

PDB 5SBC was passing test before but now failed with B8unrecognized residuefl error! Its run-log could
be found in F35SBCEY

PDB 55BD was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in BZ5SBDEY

PDB 5SBE was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §35SBEE]

PDB 5SZT was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in §355ZTEY

PDB 5TFC was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in BZ5TFCEY

PDB 5TFD was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §35TFDEg

PDB 5TFF was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in F35TFFE8

PDB 5TKV was passing test before but now failed with g8unrecognized_residuefg error! Its run-log could
be found in BZ5TKVEE

PDB 5TRD was passing test before but now failed with §3unrecognized_residuegf error! Its run-log could
be found in §35TRD38

PDB 5TVF was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in B5TVFEE

PDB 5TVM was passing test before but now failed with gfill_missing_atomsgd error! Its run-log could be
found in B5TVMEZ]

PDB 5TVO was passing test before but now failed with B&fill_missing_atomsR§ error! Its run-log could be
found in B35TVORE

PDB 5TWS was passing test before but now failed with Béfill_missing_atomsgd error! Its run-log could be
found in B85 TWSEE

PDB 5ULW was passing test before but now failed with g8unrecognized_residuefl error! Its run-log could
be found in §35ULWES

PDB 5ULX was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
be found in BZ5ULXEY

PDB 5V97 was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §35V97i8

PDB 5V9F was passing test before but now failed with fqunrecognized_residueg error! Its run-log could
be found in F35VIFE]

PDB 5V9G was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in BZ5VIGEY

PDB 5VE7 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in §35VE7E]

PDB 5VFB was passing test before but now failed with B&fill_missing_atomsgd error! Its run-log could be
found in E45VFBES

PDB 5V08 was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in F35VO8EY

PDB 5VZ8 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in B25VZ8E}

PDB 5VZB was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in §35VZBEY

PDB 5VZE was passing test before but now failed with Bdunrecognized residuefl error! Its run-log could
be found in F35VZER]

PDB 5VZH was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ5VZHE]

PDB 5W00 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in §#5WOOR

PDB 5W5R was passing test before but now failed with B2fill_missing_atomsgd error! Its run-log could be
found in E35W5RE]

PDB 5W6K was passing test before but now failed with gfunrecognized_residuef error! Its run-log could
be found in BZ5W6KE
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/5SBB
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0582/error-logs/5sbb.log
https://www.rcsb.org/structure/5SBC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0582/error-logs/5sbc.log
https://www.rcsb.org/structure/5SBD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0582/error-logs/5sbd.log
https://www.rcsb.org/structure/5SBE
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/5SZT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0585/error-logs/5szt.log
https://www.rcsb.org/structure/5TFC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0587/error-logs/5tfc.log
https://www.rcsb.org/structure/5TFD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0587/error-logs/5tfd.log
https://www.rcsb.org/structure/5TFF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0587/error-logs/5tff.log
https://www.rcsb.org/structure/5TKV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0588/error-logs/5tkv.log
https://www.rcsb.org/structure/5TRD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0589/error-logs/5trd.log
https://www.rcsb.org/structure/5TVF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0590/error-logs/5tvf.log
https://www.rcsb.org/structure/5TVM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0590/error-logs/5tvm.log
https://www.rcsb.org/structure/5TVO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0590/error-logs/5tvo.log
https://www.rcsb.org/structure/5TWS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0590/error-logs/5tws.log
https://www.rcsb.org/structure/5ULW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0594/error-logs/5ulw.log
https://www.rcsb.org/structure/5ULX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0594/error-logs/5ulx.log
https://www.rcsb.org/structure/5V97
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/5V9F
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/5V9G
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/5VE7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
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https://www.rcsb.org/structure/5VO8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/5VZ8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0601/error-logs/5vz8.log
https://www.rcsb.org/structure/5VZB
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0601/error-logs/5vzb.log
https://www.rcsb.org/structure/5VZE
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0601/error-logs/5vze.log
https://www.rcsb.org/structure/5VZH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0601/error-logs/5vzh.log
https://www.rcsb.org/structure/5W0O
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0601/error-logs/5w0o.log
https://www.rcsb.org/structure/5W5R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0602/error-logs/5w5r.log
https://www.rcsb.org/structure/5W6K
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0602/error-logs/5w6k.log

PDB 5WBF was passing test before but now failed with B8unknowngg error! Its run-log could be found in
B35 WBFES

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 B5WM1E3

PDB 5WM8 was passing test before but now failed with §Junrecognized_residueig error! Its run-log
could be found in §Z5WMS8E3

PDB 5WMB was passing test before but now failed with B8unrecognized_residuef error! Its run-log
could be found in E85WMBEg

PDB 5WU2 was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in E35WU 2F3

PDB 5WU3 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in BI5WU 3%

PDB 5X0I was passing test before but now failed with B2fill_missing_atomsgg error! Its run-log could be
found in §35X0IE8

PDB 5X6Z was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in F35X6ZF4

PDB 5XAF was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 45 XAFE]

PDB 5XAG was passing test before but now failed with fdunrecognized_residuef§ error! Its run-log could
be found in F35XAGE]

PDB 5XC5 was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §35XC5E]

PDB 5XEQ was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BZ5XEORY

PDB 5XGD was passing test before but now failed with fdunrecognized_residuefj error! Its run-log could
be found in F35XGDEY

PDB 5XHC was passing test before but now failed with Bdunrecognized_residuefl error! Its run-log could
be found in F35XHCE]

PDB 5X0O] was passing test before but now failed with B8unrecognized_residuef error! Its run-log could
be found in EZ5X0JzY

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

PDB 5XR2 was passing test before but now failed with g8unknownig error! Its run-log could be found in
EI5XR2EY

PDB 5XTM was passing test before but now failed with BZunrecognized residuefg error! Its run-log could
be found in EZ5XTME3

PDB 5YLE was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in B25YLERS

PDB 5YRO was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in §35YROZ

PDB 5YST was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in F35YSTEE

PDB 5YTB was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in BZ5YTBEY

PDB 5YTC was passing test before but now failed with §8unrecognized_residueif error! Its run-log could
be found in §35YTC38

PDB 5YTD was passing test before but now failed with dunrecognized_residueig error! Its run-log could
be found in F35YTDEY

PDB 5YTE was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in BZ5YTER]

PDB 5YTF was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EZ5YTFEY

PDB 5YTG was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in F35YTGEY

PDB 5YTH was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in EZ5YTHEY

PDB 5YU6 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in E5YU6RY

PDB 5YZ3 was passing test before but now failed with Bgunrecognized_residuef error! Its run-log could
be found in §35YZ3E]

PDB 5Z2M was passing test before but now failed with g8unrecognized_residuefl error! Its run-log could
be found in 3522 Mgg

PDB 5Z3N was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in f45Z3NEgY

PDB 5Z4M was passing test before but now failed with §3unrecognized_residuefg error! Its run-log could
be found in 3524 Mg8

PDB 5Z4P was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could



https://www.rcsb.org/structure/5WBF
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0602/5wbf.log
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https://www.rcsb.org/structure/5WM8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/5WMB
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be found in E35Z4Pg]

PDB 5Z4U was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in B25Z4Uz8

PDB 5ZTM was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §35ZTME]

PDB 6A24 was passing test before but now failed with B&fill_missing_atomsRg8 error! Its run-log could be
found in §86A24E3

PDB 6A38 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in EZ6A38EY

PDB 6A3A was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in BI6A3AR

PDB 6A3B was passing test before but now failed with Bdunrecognized_residueBf error! Its run-log could
be found in F36A3BE]

PDB 6A3C was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in F26A3CE]

PDB 6A3E was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in B6A3ER]

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 gfunrecognized_residuefd error! Its run-log could
be found in EI6AEHEE

PDB 6AGK was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in BZ6AGKEE

PDB 6AID was passing test before but now failed with €unknowng error! Its run-log could be found in
E26AIDE]

PDB 6AK5 was passing test before but now failed with unrecognized_residuefg error! Its run-log could
be found in F36AK5E8

PDB 6AK6 was passing test before but now failed with g8unrecognized_residuegd error! Its run-log could
be found in EZ6AK6RY

PDB 6AL9 was passing test before but now failed with g2fill_missing_atomsfg error! Its run-log could be
found in §36AL9E8

PDB 6AMO was passing test before but now failed with B8unrecognized_residuegd error! Its run-log could
be found in 26AMOE]

PDB 6AN2 was passing test before but now failed with gdunrecognized residuefg error! Its run-log could
be found in EZ6AN2EY

PDB 6AN8 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in BI6AN8EY

PDB 6ANQ was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in 36 ANQE]

PDB 6AQ4 was passing test before but now failed with B&fill_missing_atomsgg error! Its run-log could be
found in E6AQ438

PDB 6ARB was passing test before but now failed with B&fill_missing_atomsRj error! Its run-log could be
found in E26ARBEE

PDB 6ASW was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in 36 ASWEY

PDB 6AVM was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in FI6AVME]

PDB 6AVT was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in

PDB 6BAZ was passing test before but now failed with B8unknowngd error! Its run-log could be found in
E16BAZEY

PDB 6BB0 was passing test before but now failed with f8unknowni error! Its run-log could be found in
836BBORE

PDB 6BB1 was passing test before but now failed with Bgunknown@g error! Its run-log could be found in
§26BB 1k

PDB 6BB2 was passing test before but now failed with E8unknownig error! Its run-log could be found in
E26BB278

PDB 6BBN was passing test before but now failed with Bdunrecognized_residuef error! Its run-log could
be found in 26BBNE]

PDB 6BBQ was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in E26BBQEA

PDB 6BD9 was passing test before but now failed with B2fill_missing_atomsg error! Its run-log could be
found in E26BD9E3

PDB 6BEL was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in F36BELFY

PDB 6BEM was passing test before but now failed with gunrecognized_residuef8 error! Its run-log could
be found in §26BEMEZg

PDB 6BR1 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ6BR1EY
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PDB 6BRF was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in §36BRFE8

PDB 6BRY was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could
be found in §26BRYEY

PDB 6BS2 was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in BZ26BS2B8

PDB 6BWQ was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §236BWQZ}

PDB 6C27 was passing test before but now failed with gunrecognized_residue8 error! Its run-log could
be found in §36C2738

PDB 6C4A was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
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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 §8unrecognized_residuelf error! Its run-log could
be found in §36CU158

PDB 6D4G was passing test before but now failed with gunrecognized_residueffd error! Its run-log could
be found in §36D4Gz8

PDB 6D88 was passing test before but now failed with f€unrecognized_residuelf error! Its run-log could
be found in 26D 88E8

PDB 6D9M was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
be found in 26D9 M3}
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PDB 6DTA was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in f36DTAZ
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be found in B26DWA4RY
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PDB 6DWK was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in E26DWKRE3

PDB 6E04 was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in E26E04E]

PDB 6EQ5 was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in E26EQ5E]

PDB 6EQ06 was passing test before but now failed with f2unrecognized _residuefd error! Its run-log could
be found in EZ6E06EY

PDB 6EON was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 6 EONRE

PDB 6EG5 was passing test before but now failed with E€unrecognized_residuefd error! Its run-log could
be found in FI6EG5E]

PDB 6EWZ was passing test before but now failed with unrecognized_residuefl error! Its run-log could
be found in FI6EWZEY

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 f2unrecognized_residuef error! Its run-log could
be found in E26F7CzY

PDB 6FF8 was passing test before but now failed with unrecognized_residuefg error! Its run-log could
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PDB 6FIl was passing test before but now failed with §8unrecognized_residuefj error! Its run-log could
be found in BZ6FIIZY

PDB 6FJF was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in E26F]FE8
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be found in F26FK]EY
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be found in §36FKOZE
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be found in EZ6FM1EY
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be found in BZ6FRKEY

PDB 6GF3 was passing test before but now failed with §unrecognized_residueff error! Its run-log could
be found in F36GF3§3

PDB 6GJ4 was passing test before but now failed with f2unrecognized_residuegl error! Its run-log could
be found in ¥6GJ4E3

PDB 6GMB was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in B6GMBEE
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https://www.rcsb.org/structure/6EXN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0646/error-logs/6exn.log
https://www.rcsb.org/structure/6F7C
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0647/error-logs/6f7c.log
https://www.rcsb.org/structure/6FF8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0648/error-logs/6ff8.log
https://www.rcsb.org/structure/6FII
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0649/error-logs/6fii.log
https://www.rcsb.org/structure/6FJF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0649/error-logs/6fjf.log
https://www.rcsb.org/structure/6FJM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0649/error-logs/6fjm.log
https://www.rcsb.org/structure/6FKJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0649/error-logs/6fkj.log
https://www.rcsb.org/structure/6FKL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0649/error-logs/6fkl.log
https://www.rcsb.org/structure/6FKO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0649/error-logs/6fko.log
https://www.rcsb.org/structure/6FM1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/6FRK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0650/error-logs/6frk.log
https://www.rcsb.org/structure/6GF3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0654/error-logs/6gf3.log
https://www.rcsb.org/structure/6GJ4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0654/error-logs/6gj4.log
https://www.rcsb.org/structure/6GMB
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0655/error-logs/6gmb.log

PDB 6GVM was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §36GVME]

PDB 6GVN was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in F36GVNZE

PDB 6GWC was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B26GWCEg

PDB 6GWD was passing test before but now failed with fgunrecognized_residuef§ error! Its run-log
could be found in B36GWDZg

PDB 6GX7 was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in f36GX753

PDB 6GZE was passing test before but now failed with funrecognized_residuefl error! Its run-log could
be found in F36GZERFY

PDB 6H9B was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in §46H9B:Y

PDB 6HX8 was passing test before but now failed with §Junrecognized_residueif error! Its run-log could
be found in §36HX838

PDB 6HZX was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in F26HZXEY

PDB 6100 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 52610088

PDB 6lA7 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 461A7EY

PDB 6IAE was passing test before but now failed with Bdunrecognized_residueBg error! Its run-log could
be found in F6IAER]

PDB 6IAN was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in EZ61ANE]

PDB 61AO was passing test before but now failed with B3bad_patchid error! Its run-log could be found in
E261A0R]

PDB 6IF2 was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in §26IF2E]

PDB 6IF3 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in E261F3F3

PDB 61G2 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §261G27

PDB 6IKZ was passing test before but now failed with B€unrecognized_residuef error! Its run-log could
be found in §361KZ38

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)5XE8

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 6)72 was passing test before but now failed with g8unrecognized_residuef8 error! Its run-log could
be found in (26)7253

PDB 6)9U was passing test before but now failed with B&fill_missing_atomsRd error! Its run-log could be
found in g26J9UE3

PDB 6]C] was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in £26)CJE

PDB 6JED was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in g¥6]EDZE

PDB 6]12 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in (26]12B8

PDB 6]MG was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §26|MGEj

PDB 6JVW was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in §86)VWES

PDB 6K1L was passing test before but now failed with g&fill_ missing_atomsgd error! Its run-log could be
found in gZ6K1LEY

PDB 6K1M was passing test before but now failed with Béfill_missing_atomsEd error! Its run-log could be
found in §26K1M;3Q

PDB 6K9V was passing test before but now failed with gunrecognized_residuelg error! Its run-log could
be found in §36K9VEE

PDB 6KFT was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in BI6KFTEY

PDB 6KN] was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in 26 KNJZ

PDB 6KNZ was passing test before but now failed with §unrecognized_residuef error! Its run-log could
be found in F36KNZF

PDB 6KPP was passing test before but now failed with §3unrecognized_residuefd error! Its run-log could
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0656/error-logs/6gvn.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/6H9B
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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https://www.rcsb.org/structure/6JMG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0674/error-logs/6kft.log
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html

be found in F36KPP3§

PDB 6KQL was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in

PDB 6KQM was passing test before but now failed with 8unrecognized_residuell error! Its run-log could
be found in §36KQME3

PDB 6KQN was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in F26KQNEE

PDB 6KWR was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in EZ6KWRE]

PDB 6L07 was passing test before but now failed with Bifill_missing_atomsgg error! Its run-log could be
found in §Z6LO7RY

PDB 6L54 was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in 36L54E]

PDB 6L74 was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in §¥6L74E3

PDB 6L8K was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in BZ6L8KEY

PDB 6LK4 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §36LK458

PDB 6LPT was passing test before but now failed with gunknowngg error! Its run-log could be found in
BY6LPTEY

PDB 6LQ9 was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in

PDB 6LS4 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 36LS4E]

PDB 6LSM was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in FI6LSME]

PDB 6LSN was passing test before but now failed with fdunrecognized_residuefj error! Its run-log could
be found in BZ6LSNEE

PDB 6M60 was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in 26M60z]

PDB 6M6R was passing test before but now failed with gdunrecognized_residuelg error! Its run-log could
be found in 26M6REY

PDB 6M6S was passing test before but now failed with Bdunrecognized residue error! Its run-log could
be found in E36M6SE]

PDB 6M6X was passing test before but now failed with §3unrecognized_residuefg error! Its run-log could
be found in 26 M6XE3

PDB 6M73 was passing test before but now failed with g8unknown@f error! Its run-log could be found in
gi6M7 3R

PDB 6M74 was passing test before but now failed with Bunknowngd error! Its run-log could be found in
BI6M745Y

PDB 6MNX was passing test before but now failed with gunrecognized_residueld error! Its run-log could
be found in (26 MNXE]

PDB 6MV8 was passing test before but now failed with g8unknown@3 error! Its run-log could be found in
E16MV 838

PDB 6MWN was passing test before but now failed with Bdunrecognized_residueif error! Its run-log
could be found in B26MWNE]

PDB 6MZG was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in EZ6MZGE]

PDB 6N2C was passing test before but now failed with §3fill_missing_atomsgg error! Its run-log could be
found in §36N2Cz8

PDB 6N2V was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in EI6N2VEE

PDB 6N5K was passing test before but now failed with f€unrecognized_residueBg error! Its run-log could
be found in EZ6N5KE]

PDB 6N5N was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in EI6N5NEE

PDB 6N50 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §36N5038

PDB 6N5P was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in E26N5PEY

PDB 6N5Q was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BI6N5QRFY

PDB 6N5S was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E26N5SE]

PDB 6N5T was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in F36N5TEY

PDB 6NFP was passing test before but now failed with B2fill_missing_atomsEg error! Its run-log could be
found in B6NFP38
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PDB 6NKR was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in f36NKRZH

PDB 6NKU was passing test before but now failed with fgunrecognized_residuegl error! Its run-log could
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PDB 6NNG was passing test before but now failed with §8unrecognized_residuegd error! Its run-log could
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PDB 605M was passing test before but now failed with §unrecognized_residuef error! Its run-log could
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be found in F36PWYEY

PDB 6Q2P was passing test before but now failed with fdunrecognized residuefg error! Its run-log could
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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 §26QI283

PDB 6QI3 was passing test before but now failed with B2fill_missing_atomsig error! Its run-log could be
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be found in F26RIREY
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be found in F36S6AE8
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be found in 3659738
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PDB 65Q2 was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in
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be found in B26THA4RY
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PDB 6THC was passing test before but now failed with §8unrecognized_residueig error! Its run-log could
be found in §36THCEg

PDB 6TIS was passing test before but now failed with fEunrecognized_residuef error! Its run-log could
be found in F36TISEE

PDB 6TIU was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B26TIUEE

PDB 6TlY was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in B46TIYEY

PDB 6TIZ was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in 26 TIZEY

PDB 6TNH was passing test before but now failed with f8unrecognized residuef error! Its run-log could
be found in 26 TNHEY

PDB 6TNY was passing test before but now failed with §8unrecognized_residuegf error! Its run-log could
be found in B6TNY?Y

PDB 6TNZ was passing test before but now failed with f€unrecognized_residueif error! Its run-log could
be found in FI6 TNZE]

PDB 6TVO was passing test before but now failed with gdunrecognized residuefg error! Its run-log could
be found in B36TVOEg

PDB 6TXC was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in g6 TXCEY

PDB 6TXE was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §I6 TXER]

PDB 6U03 was passing test before but now failed with Bqunrecognized_residueBg error! Its run-log could
be found in F36U03E4

PDB 6U48 was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in g26U4838

PDB 6UEU was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in F36UEUZY

PDB 6UFG was passing test before but now failed with f8unrecognized_residueg error! Its run-log could
be found in E36UFGE8

PDB 6UFH was passing test before but now failed with g8unrecognized_residueBg error! Its run-log could
be found in 26 UFHE]

PDB 6UG4 was passing test before but now failed with BEfill_missing_atomsEg error! Its run-log could be
found in B26UG48Y

PDB 6UIR was passing test before but now failed with Bdunrecognized_residuef error! Its run-log could
be found in §36UIREY

PDB 6UIS was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in E26UISEY

PDB 6UIT was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in

PDB 6U]X was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26U XE4

PDB 6UJ]Y was passing test before but now failed with Bgunrecognized_residuef error! Its run-log could
be found in 26U] Y8

PDB 6U]Z was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in BZ6U]ZEY

PDB 6UKOQ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26 UKOZY

PDB 6UNX was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in FI6UNXE]

PDB 6UOK was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in E26UOKEY

PDB 6UOL was passing test before but now failed with §3unrecognized_residuegf error! Its run-log could
be found in §36UOLEE

PDB 6UOM was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in f26UOMEg

PDB 6UPA was passing test before but now failed with g8unrecognized residueBg error! Its run-log could
be found in EZ6UPARY

PDB 6UPQ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in 26 UPQES

PDB 6UPR was passing test before but now failed with B8unrecognized_residueg error! Its run-log could
be found in E26UPRE]

PDB 6UR9 was passing test before but now failed with gdunrecognized residueBf error! Its run-log could
be found in §36UR9E]

PDB 6UTV was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in

PDB 6UTW was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F36UTWEY

PDB 6UTY was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
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be found in B36UTYE]

PDB 6UTZ was passing test before but now failed with fdunrecognized_residuefg error! Its run-log could
be found in B26UTZE

PDB 6UU2 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in f36UU2F]

PDB 6UU4 was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in F36UU453

PDB 6UUA was passing test before but now failed with f€unrecognized_residueBf error! Its run-log could
be found in 26 UUAE]

PDB 6UUB was passing test before but now failed with B€unrecognized_residueRf error! Its run-log could
be found in EZ6UUBEY

PDB 6UUC was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in f26UUCE]

PDB 6VAT was passing test before but now failed with Bfill_missing_atomsE error! Its run-log could be
found in E26VATRE

PDB 6VC7 was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in g86VC7RE

PDB 6VCM was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in §26VCME]

PDB 6VCP was passing test before but now failed with qunrecognized_residueBg error! Its run-log could
be found in §26VCPZY

PDB 6VCQ was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in E26VCQEg

PDB 6VCR was passing test before but now failed with §3unrecognized_residuegf error! Its run-log could
be found in §36VCRE8

PDB 6WOR was passing test before but now failed with ggbad_patch@g error! Its run-log could be found
in B36WORRE

PDB 6WBR was passing test before but now failed with g8unrecognized_residuegf error! Its run-log could
be found in E26WBREE

PDB 6WCQ was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §26\WCOE]

PDB 6WCW was passing test before but now failed with f8unrecognized_residuefd error! Its run-log
could be found in 386 WCWEE

PDB 6WHE was passing test before but now failed with f8unrecognized_residuefl error! Its run-log could
be found in 26 WHEZE

PDB 6WPH was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E26WPHE3

PDB 6WSL was passing test before but now failed with gunrecognized_residueffd error! Its run-log could
be found in §36WSLEE

PDB 6WTL was passing test before but now failed with G8unrecognized residuegd error! Its run-log could
be found in FI6WTLE]

PDB 6WUU was passing test before but now failed with Béfill_missing_atomsB error! Its run-log could be
found in EE6WUURY

PDB 6WX4 was passing test before but now failed with §2fill_missing_atomskg error! Its run-log could be
found in §36WX458

PDB 6X1C was passing test before but now failed with f8unrecognized_residueig error! Its run-log could
be found in F26X1CRY

PDB 6X1E was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in BZ6X1ERY

PDB 6X1F was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in F36X1FE4

PDB 6XER was passing test before but now failed with Bdunrecognized_residueig error! Its run-log could
be found in F26XEREY

PDB 6XES was passing test before but now failed with g8unrecognized_residuelg error! Its run-log could
be found in EZ6XESE]

PDB 6XET was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in

PDB 6XHS was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in F36XHSEE

PDB 6XKN was passing test before but now failed with gunrecognized_residuefj error! Its run-log could
be found in F26XKNEY

PDB 6XKO was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in BZ6XKORY

PDB 6XTZ was passing test before but now failed with g3fill_missing_atomsd error! Its run-log could be
found in A6 XTZEY

PDB 6XU1 was passing test before but now failed with f8unrecognized_residuef8 error! Its run-log could
be found in FI6XU1E]

PDB 6Y09 was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in BZ6Y09RY
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PDB 6Y4M was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §26Y4ME]

PDB 6Y4N was passing test before but now failed with B8unrecognized_residuegg error! Its run-log could
be found in F26Y4ANZY

PDB 6Y6D was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in E26Y6DEY

PDB 6YD3 was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in f26YD3¢]

PDB 6YD4 was passing test before but now failed with g8unrecognized_residueig error! Its run-log could
be found in f26YD4E]

PDB 6YD7 was passing test before but now failed with f2unrecognized residuef error! Its run-log could
be found in E26YD 7R

PDB 6YMW was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in g6 YMWEY

PDB 6YPT was passing test before but now failed with Edfill_missing_atomsfig error! Its run-log could be
found in E26YPTRY

PDB 6YQM was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in E26YQMEZg

PDB 6Z6Y was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §46Z6YES

PDB 6Z1Z was passing test before but now failed with §funrecognized_residuefg error! Its run-log could
be found in §26ZI1Z53

PDB 6ZM5 was passing test before but now failed with unrecognized_residuef8 error! Its run-log could
be found in §36ZM5E8

PDB 6ZM6 was passing test before but now failed with g8unrecognized_residuefl error! Its run-log could
be found in BZ26ZM6RY

PDB 6ZWB was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in f26ZWBEg

PDB 7A09 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §37A09:8

PDB 7A5M was passing test before but now failed with g8unrecognized_residuegf error! Its run-log could
be found in f27A5ME3

PDB 7AC5 was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §47AC5E

PDB 7AE9 was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in §37AE9E]

PDB 7AKU was passing test before but now failed with fZunrecognized_residuefg error! Its run-log could
be found in 27 AKUES

PDB 7AU5 was passing test before but now failed with f8unrecognized_residuefd error! Its run-log could
be found in §¥7AU538

PDB 7B0G was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §37BOGH}

PDB 7BIX was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in 37BIXEY

PDB 7BL7 was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in BZ7BL7R3

PDB 7BUJ was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §27BUJE

PDB 7BVD was passing test before but now failed with Bfill_missing_atomsEg error! Its run-log could be
found in §47BVDE]

PDB 7C71 was passing test before but now failed with Bdunrecognized_residuefg error! Its run-log could
be found in B27C7IE3

PDB 7C7] was passing test before but now failed with Bdunrecognized_residuefd error! Its run-log could
be found in §37C7]¢8

PDB 7CBZ was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §37CBZ3g

PDB 7CDA was passing test before but now failed with Bdunrecognized residuefg error! Its run-log could
be found in 27 CDARY

PDB 7CE6 was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in §47CE63Y

PDB 7CE8 was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §37CE838

PDB 7CEK was passing test before but now failed with gunrecognized_residuefl error! Its run-log could
be found in 37 CEKEY

PDB 7CLD was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §¥7CLDEg

PDB 7CND was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §37CNDE4

PDB 7CNM was passing test before but now failed with B2unrecognized_residueig error! Its run-log could
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PDB 7EON was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §37EONE]

PDB 7EOOQO was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in EZ7EOQOR]

PDB 7EOP was passing test before but now failed with f2unrecognized_residuefd error! Its run-log could
be found in §27EOPZ]

PDB 7EQK was passing test before but now failed with §&fill_missing_atomsRg8 error! Its run-log could be
found in §37EQKEE

PDB 7ET9 was passing test before but now failed with g&fill_missing_atomsgd error! Its run-log could be
found in §47ET928

PDB 7ETA was passing test before but now failed with g&fill_missing_atomsR§ error! Its run-log could be
found in B37ETARY

PDB 7ETB was passing test before but now failed with E2fill_missing_atomskg error! Its run-log could be
found in §47ETBEY

PDB 7ETC was passing test before but now failed with g&fill_missing_atomsg3 error! Its run-log could be
found in §37ETCES

PDB 7ETF was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in §37ETFRS

PDB 7ETG was passing test before but now failed with §2fill_missing_atomsEg error! Its run-log could be
found in §37ETGEY

PDB 7ETH was passing test before but now failed with 2fill_missing_atomsBg error! Its run-log could be
found in §37ETHEE

PDB 7ETI was passing test before but now failed with Béfill_missing_atomsE error! Its run-log could be
found in B87ETIRY

PDB 7EVB was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §37EVBE]

PDB 7EVC was passing test before but now failed with B8unrecognized_residueig error! Its run-log could
be found in E37EVCEY

PDB 7EVD was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in (Z27EVDE]

PDB 7EVI was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E47EVIE

PDB 7EVK was passing test before but now failed with f8unrecognized_residuef8 error! Its run-log could
be found in §37EVKEE

PDB 7EVL was passing test before but now failed with g8unrecognized_residuefl error! Its run-log could
be found in E47EVLES

PDB 7EXC was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §47EXCE]

PDB 7F1A was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in F37F1AZ]

PDB 7F21 was passing test before but now failed with gunknowngd error! Its run-log could be found in
B47F21R

PDB 7F22 was passing test before but now failed with g&fill_missing_atomsg§ error! Its run-log could be
found in §87F22%%

PDB 7F6] was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E47F6)EY

PDB 7F6S was passing test before but now failed with B&fill_missing_atomsg8 error! Its run-log could be
found in §37F6SE8

PDB 7F6X was passing test before but now failed with B2fill_missing_atomsBg error! Its run-log could be
found in B27F6XE3

PDB 7]FR was passing test before but now failed with §8unrecognized_residuelf error! Its run-log could
be found in §27]FREY

PDB 7]JJU was passing test before but now failed with B8unrecognized_residuegd error! Its run-log could
be found in §37]JUz8

PDB 7]JKL was passing test before but now failed with fdunrecognized_residuef error! Its run-log could
be found in §27]KLEY

PDB 7]JRR was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in §47JRREY

PDB 7K9D was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §37K9DEg

PDB 7K9E was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in 47 K9ER]

PDB 7KKV was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in §47KKVE

PDB 7KKW was passing test before but now failed with §8unrecognized_residuefd error! Its run-log could
be found in (27 KKW38

PDB 7KRV was passing test before but now failed with §28bad_patchgj error! Its run-log could be found in
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B27KRVE

PDB 7KVU was passing test before but now failed with §8unrecognized_residuelg error! Its run-log could
be found in B27KVUZ8

PDB 7KVV was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in F27KVVEY

PDB 7L05 was passing test before but now failed with B8unrecognized_residuefd error! Its run-log could
be found in §37L05E]

PDB 7L36 was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in E27L36E8

PDB 7LFU was passing test before but now failed with g3fill_missing_atomsg8 error! Its run-log could be
found in §27LFURY

PDB 7LFV was passing test before but now failed with Bfill_missing_atomsEg error! Its run-log could be
found in §47LFVEY

PDB 7LIM was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §37LJME]

PDB 7LJN was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in BZ7LJNE

PDB 7LWB was passing test before but now failed with f€unrecognized_residueig error! Its run-log could
be found in §27LWBE]

PDB 7LZ7 was passing test before but now failed with gfunrecognized_residuefd error! Its run-log could
be found in §37LZ78

PDB 7LZ8 was passing test before but now failed with g8unrecognized_residuef error! Its run-log could
be found in BZ7LZ8FY

PDB 7N7H was passing test before but now failed with Bdunrecognized_residuefg error! Its run-log could
be found in §37N7HE]

PDB 7N7I was passing test before but now failed with unrecognized_residue8 error! Its run-log could
be found in E37N713

PDB 7010 was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in §2701088

PDB 701T was passing test before but now failed with E2fill_missing_atomsEg error! Its run-log could be
found in §4701TEY

PDB 7025 was passing test before but now failed with g&fill_missing_atomsgg error! Its run-log could be
found in §37025E

PDB 7030 was passing test before but now failed with §2fill_missing_atomsBg error! Its run-log could be
found in §87030F8

PDB 70A3 was passing test before but now failed with gunrecognized_residueff error! Its run-log could
be found in §270A3§3

PDB 70AV was passing test before but now failed with gunrecognized_residuef error! Its run-log could
be found in §370AVig

PDB 70AW was passing test before but now failed with gunrecognized_residuefj 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 §470AXE8

PDB 70DN was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §37ODNZ

PDB 70DX was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in f370ODXE]

PDB 70GN was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in 27 OGNEZE

PDB 70MB was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in §370OMBEj

PDB 7PJE was passing test before but now failed with Bgunrecognized_residuef error! Its run-log could
be found in §37PJEZg

PDB 7PJF was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in (27P)F&3

PDB 7PK] was passing test before but now failed with §8bad_patchi error! Its run-log could be found in
B47PKJR

PDB 7Q1E was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in §37Q1ER]

PDB 7Q1F was passing test before but now failed with f8unrecognized residuef error! Its run-log could
be found in f37Q1FFY

PDB 7QSD was passing test before but now failed with g8duplicate_atom_nameg error! Its run-log could
be found in B27QSD#}

PDB 7QSK was passing test before but now failed with §3duplicate_atom_namegg error! Its run-log could
be found in §37QSKE8

PDB 7QSL was passing test before but now failed with §8duplicate_atom_namefg error! Its run-log could
be found in §37QSLEY

PDB 7QSM was passing test before but now failed with §8duplicate_atom_nameg error! Its run-log could
be found in B27QSMEz8
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0823/error-logs/7oa3.log
https://www.rcsb.org/structure/7OAV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0823/error-logs/7oav.log
https://www.rcsb.org/structure/7OAW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0823/error-logs/7oaw.log
https://www.rcsb.org/structure/7OAX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0823/error-logs/7oax.log
https://www.rcsb.org/structure/7ODN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0823/error-logs/7odn.log
https://www.rcsb.org/structure/7ODX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0823/error-logs/7odx.log
https://www.rcsb.org/structure/7OGN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0824/error-logs/7ogn.log
https://www.rcsb.org/structure/7OMB
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0824/error-logs/7omb.log
https://www.rcsb.org/structure/7PJE
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0829/error-logs/7pje.log
https://www.rcsb.org/structure/7PJF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0829/error-logs/7pjf.log
https://www.rcsb.org/structure/7PKJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0830/error-logs/7pkj.log
https://www.rcsb.org/structure/7Q1E
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0832/error-logs/7q1e.log
https://www.rcsb.org/structure/7Q1F
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0832/error-logs/7q1f.log
https://www.rcsb.org/structure/7QSD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0836/error-logs/7qsd.log
https://www.rcsb.org/structure/7QSK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0836/error-logs/7qsk.log
https://www.rcsb.org/structure/7QSL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0836/error-logs/7qsl.log
https://www.rcsb.org/structure/7QSM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0836/error-logs/7qsm.log

PDB 7QSN was passing test before but now failed with §3duplicate_atom_namegj error! Its run-log could
be found in §37QSNZg

PDB 7QSO0O was passing test before but now failed with g2duplicate_atom_namegd error! Its run-log could
be found in §37QSO&

PDB 7RH8 was passing test before but now failed with gunrecognized_residuefd error! Its run-log could
be found in EZ7RHS8E

PDB 7RKH was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §37RKHZE

PDB 7RLO was passing test before but now failed with f8unrecognized_residue8 error! Its run-log could

be found in §37RLOZY

PDB 7RL5 was passing test before but now failed with §unrecognized_residuef error! Its run-log could

be found in E47RL5FY

PDB 7RLT was passing test before but now failed with E8bad_patch@g error! Its run-log could be found in

B87RL

PDB 7RLU was passing test before but now failed with Egbad_patchig error! Its run-log could be found in
B27RLUEY

PDB 7RMC was passing test before but now failed with g8unrecognized residuefg error! Its run-log could
be found in fg7RMC3g

PDB 7RMK was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in §47RMKR

PDB 7RMO was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could
be found in f37RMOE]

PDB 7RMV was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could
be found in f37RMVE]

PDB 7RNL was passing test before but now failed with f8unrecognized_residuef error! Its run-log could
be found in E27RNLEY

PDB 7RNR was passing test before but now failed with Bdunrecognized_residuefg error! Its run-log could
be found in §27RNRE]

PDB 7S2Y was passing test before but now failed with g8unrecognized_residuefd error! Its run-log could

be found in f37S2YEY

PDB 7T1B was passing test before but now failed with fdunrecognized_residuefd error! Its run-log could

be found in E27T1BE]

PDB 7TZR was passing test before but now failed with §8unrecognized_residuef error! Its run-log could
be found in §¥7TZREE

PDB 7TZS was passing test before but now failed with Bgunrecognized_residueg error! Its run-log could

be found in §37TZSEY

PDB 7V2B was passing test before but now failed with fdunrecognized residuef error! Its run-log could
be found in f27V2BF}

PDB 7VBW was passing test before but now failed with fgunrecognized_residuefd error! Its run-log could
be found in §¥7VBWEg

PDB 7VEX was passing test before but now failed with f2unrecognized_residuef error! Its run-log could
be found in 37 VEXE]

PDB 7VUI was passing test before but now failed with fgunrecognized_residuegd error! Its run-log could

be found in §#7VUIE

PDB 7Z01 was passing test before but now failed with g8unrecognized_residueBf error! Its run-log could
be found in B27Z01R8

PDB 7Z02 was passing test before but now failed with g8unrecognized_residueif error! Its run-log could
be found in 3720238

PDB 7Z0QF was passing test before but now failed with fqunrecognized_residueg error! Its run-log could

be found in §37Z0FF3

PDB 7Z0G was passing test before but now failed with 8unrecognized_residuef error! Its run-log could
be found in B27Z0GEk3

PDB 7Z6S was passing test before but now failed with g8unrecognized_residuelf error! Its run-log could
be found in 37265z

NOTE: 39214 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.cif.new.json — f2Rosetta repositoryid as tests/benchmark/
tests/scientific/protein_data_bank_diagnostic/reference-results.cif.json
blocklist.cif.new.json — B4Rosetta repositoryll as tests/benchmark/tests/



https://www.rcsb.org/structure/7QSN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0836/error-logs/7qsn.log
https://www.rcsb.org/structure/7QSO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0836/error-logs/7qso.log
https://www.rcsb.org/structure/7RH8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0840/error-logs/7rh8.log
https://www.rcsb.org/structure/7RKH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0840/error-logs/7rkh.log
https://www.rcsb.org/structure/7RL0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0840/error-logs/7rl0.log
https://www.rcsb.org/structure/7RL5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0840/error-logs/7rl5.log
https://www.rcsb.org/structure/7RLT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0840/error-logs/7rlt.log
https://www.rcsb.org/structure/7RLU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0840/error-logs/7rlu.log
https://www.rcsb.org/structure/7RMC
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0840/error-logs/7rmc.log
https://www.rcsb.org/structure/7RMK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0841/error-logs/7rmk.log
https://www.rcsb.org/structure/7RMO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0841/error-logs/7rmo.log
https://www.rcsb.org/structure/7RMV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0841/error-logs/7rmv.log
https://www.rcsb.org/structure/7RNL
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0841/error-logs/7rnl.log
https://www.rcsb.org/structure/7RNR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0841/error-logs/7rnr.log
https://www.rcsb.org/structure/7S2Y
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0843/error-logs/7s2y.log
https://www.rcsb.org/structure/7T1B
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0848/error-logs/7t1b.log
https://www.rcsb.org/structure/7TZR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0853/error-logs/7tzr.log
https://www.rcsb.org/structure/7TZS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0853/error-logs/7tzs.log
https://www.rcsb.org/structure/7V2B
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0859/error-logs/7v2b.log
https://www.rcsb.org/structure/7VBW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0860/error-logs/7vbw.log
https://www.rcsb.org/structure/7VEX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0860/error-logs/7vex.log
https://www.rcsb.org/structure/7VUI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0863/error-logs/7vui.log
https://www.rcsb.org/structure/7Z01
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0878/error-logs/7z01.log
https://www.rcsb.org/structure/7Z02
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0878/error-logs/7z02.log
https://www.rcsb.org/structure/7Z0F
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0878/error-logs/7z0f.log
https://www.rcsb.org/structure/7Z0G
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0878/error-logs/7z0g.log
https://www.rcsb.org/structure/7Z6S
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/0879/error-logs/7z6s.log
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/reference-results.cif.new.json
https://github.com/RosettaCommons/rosetta
https://github.com/RosettaCommons/rosetta/tree/main/tests/benchmark/tests/scientific/protein_data_bank_diagnostic/reference-results.cif.json
https://github.com/RosettaCommons/rosetta/tree/main/tests/benchmark/tests/scientific/protein_data_bank_diagnostic/reference-results.cif.json
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/62159/data/blocklist.cif.new.json
https://github.com/RosettaCommons/rosetta
https://github.com/RosettaCommons/rosetta/tree/main/tests/benchmark/tests/scientific/protein_data_bank_diagnostic/reference-results.json

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)



https://github.com/RosettaCommons/rosetta/tree/main/tests/benchmark/tests/scientific/protein_data_bank_diagnostic/reference-results.json
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