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FAILURES

The PDB diagnostic was run on 186,866 PDB files. 184,789 files passed the test and 2,077 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/benchmark/W.rosetta-2.hpc-b/rosetta.Rosetta-2.hpc-c/
_commits_/main/source/test/timelimit.py 8 /home/benchmark/benchmark/W.rosetta-2.hpc-b/
rosetta.Rosetta-2.hpc-c/_commits_/main/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

2,077 total PDBs failed with the following error codes:

1,110 Bunrecognized_residuef
331 BIfill missing_atomsB
224 Bmultiple_disulfidesi
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0217/error-logs/2i5s.log
https://www.rcsb.org/structure/2ICY
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0218/error-logs/2icy.log
https://www.rcsb.org/structure/2IMH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0220/error-logs/2imh.log
https://www.rcsb.org/structure/2IX8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0221/error-logs/2ix8.log
https://www.rcsb.org/structure/2JAU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0224/error-logs/2jau.log
https://www.rcsb.org/structure/2JAX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0224/error-logs/2jax.log
https://www.rcsb.org/structure/2LZV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0241/error-logs/2lzv.log
https://www.rcsb.org/structure/2NO1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0250/error-logs/2no1.log
https://www.rcsb.org/structure/2NX3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0252/2nx3.log
https://www.rcsb.org/structure/2NXG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0252/2nxg.log
https://www.rcsb.org/structure/2O8D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0254/error-logs/2o8d.log
https://www.rcsb.org/structure/2OEG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0255/error-logs/2oeg.log
https://www.rcsb.org/structure/2ORH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0257/error-logs/2orh.log
https://www.rcsb.org/structure/2P10
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0259/error-logs/2p10.log
https://www.rcsb.org/structure/2P72
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0260/error-logs/2p72.log
https://www.rcsb.org/structure/2PA4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0261/error-logs/2pa4.log
https://www.rcsb.org/structure/2Q3E
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0266/error-logs/2q3e.log
https://www.rcsb.org/structure/2TMK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0278/error-logs/2tmk.log
https://www.rcsb.org/structure/2V1E
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0279/error-logs/2v1e.log
https://www.rcsb.org/structure/2V1F
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0279/error-logs/2v1f.log
https://www.rcsb.org/structure/2V1G
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0279/error-logs/2v1g.log
https://www.rcsb.org/structure/2V92
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.nu_conformer.html

log could be found in BI2V92H

PDB 2VAH was passing
Its run-log could be
PDB 2VAI was passing
Its run-log could be
PDB 2VKD was passing
Its run-log could be
PDB 2VKH was passing
Its run-log could be
PDB 2VMO was passing

test before but
found in BI2VAHE
test before but
found in BI2VAIE]
test before but
found in BI2VKDE]
test before but
found in BI2VKHE
test before but

run-log could be found in EJ2VMOE

PDB 2VP5 was passing
Its run-log could be
PDB 2VWJ was passing
Its run-log could be
PDB 2WWI was passing

test before but
found in BI2VP5E
test before but
found in BI2vWJES
test before but

run-log could be found in BI2WWIE

PDB 2WZG was passing test before but
Its run-log could be found in RI2wzGE}
PDB 2X2I was passing test before but
run-log could be found in RFI2X21IE
PDB 2X87 was passing test before
run-log could be found in [I2X87E
PDB 2XA2 was passing test before but
Its run-log could be found in RFI2XA2E]
PDB 2XA9 was passing test before but
Its run-log could be found in RFI2XA9E]
PDB 2XU9 was passing test before but
run-log could be found in EJ2XU9E
PDB 2YAF was passing test before
run-log could be found in BJ2YAFZ
PDB 2YAH was passing test before
run-log could be found in BJ2YAHZ
PDB 2YAM was passing test before
run-log could be found in BJ2YAMZ
PDB 2YAO was passing test before
run-log could be found in BJ2YAOQR
PDB 2YAQ was passing test before
run-log could be found in BJ2YAQE
PDB 2YAR was passing test before
run-log could be found in

but

but

but

but

but

but

but

BI2YARE

PDB 2Z2C was passing test before but
could be found in [¥82z2CE

PDB 276Q was passing test before but
Its run-log could be found in [¥2z6Q%H
PDB 357D was passing test before but
could be found in (357D

PDB 367D was passing test before but
Its run-log could be found in 367D
PDB 3BXD was passing test before but
run-log could be found in EI3BXDE
PDB 3CIK was passing test before
run-log could be found in BI3CIKE
PDB 3CKQ was passing test before but
Its run-log could be found in RI3CKQE
PDB 3CWH was passing test before but
run-log could be found in BI3CWHE

PDB 3DTU was passing test before but
run-log could be found in BI3DTUE

but

PDB 3ENK was passing
Its run-log could be
PDB 3G0OO was passing
Its run-log could be
PDB 3GOR was passing
Its run-log could be
PDB 3G2D was passing
Its run-log could be
PDB 3G38 was passing
Its run-log could be
PDB 3GA6 was passing
Its run-log could be
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found in BISENKES
test before but
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test before but
found in BI3GORE
test before but
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with Blduplicate_atom_nameB] error! Its

with Blunrecognized_residuef§ error!
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with Bfill missing_atomsBl error! Its

with Bfill _missing_atomsBl error! Its

with Bfill _missing_atomsBl error! Its

with Bbad_patchB error! Its run-log

with Bunrecognized_residuefd error!

with BunknownBd error! Its run-log

with Bunrecognized_residuefd error!

with B#fill missing_atomsBf error! Its

with Blreroot_disconnectedi error! Its
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0281/error-logs/2v92.log
https://www.rcsb.org/structure/2VAH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0281/error-logs/2vah.log
https://www.rcsb.org/structure/2VAI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0281/error-logs/2vai.log
https://www.rcsb.org/structure/2VKD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0283/error-logs/2vkd.log
https://www.rcsb.org/structure/2VKH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0283/error-logs/2vkh.log
https://www.rcsb.org/structure/2VM0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0283/error-logs/2vm0.log
https://www.rcsb.org/structure/2VP5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0284/error-logs/2vp5.log
https://www.rcsb.org/structure/2VWJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0285/error-logs/2vwj.log
https://www.rcsb.org/structure/2WWI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.duplicate_atom_name.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0292/error-logs/2wwi.log
https://www.rcsb.org/structure/2WZG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0292/error-logs/2wzg.log
https://www.rcsb.org/structure/2X2I
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0293/error-logs/2x2i.log
https://www.rcsb.org/structure/2X87
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0294/error-logs/2x87.log
https://www.rcsb.org/structure/2XA2
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0294/error-logs/2xa2.log
https://www.rcsb.org/structure/2XA9
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0294/error-logs/2xa9.log
https://www.rcsb.org/structure/2XU9
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0298/error-logs/2xu9.log
https://www.rcsb.org/structure/2YAF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0301/error-logs/2yaf.log
https://www.rcsb.org/structure/2YAH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0301/error-logs/2yah.log
https://www.rcsb.org/structure/2YAM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0301/error-logs/2yam.log
https://www.rcsb.org/structure/2YAO
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0301/error-logs/2yao.log
https://www.rcsb.org/structure/2YAQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0301/error-logs/2yaq.log
https://www.rcsb.org/structure/2YAR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0301/error-logs/2yar.log
https://www.rcsb.org/structure/2Z2C
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0305/error-logs/2z2c.log
https://www.rcsb.org/structure/2Z6Q
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0306/error-logs/2z6q.log
https://www.rcsb.org/structure/357D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0312/357d.log
https://www.rcsb.org/structure/367D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0312/error-logs/367d.log
https://www.rcsb.org/structure/3BXD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0324/error-logs/3bxd.log
https://www.rcsb.org/structure/3CIK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.reroot_disconnected.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0328/error-logs/3cik.log
https://www.rcsb.org/structure/3CKQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0328/error-logs/3ckq.log
https://www.rcsb.org/structure/3CWH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0330/error-logs/3cwh.log
https://www.rcsb.org/structure/3DTU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0337/error-logs/3dtu.log
https://www.rcsb.org/structure/3ENK
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0342/error-logs/3enk.log
https://www.rcsb.org/structure/3G00
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0351/error-logs/3g00.log
https://www.rcsb.org/structure/3G0R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0351/error-logs/3g0r.log
https://www.rcsb.org/structure/3G2D
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0351/error-logs/3g2d.log
https://www.rcsb.org/structure/3G38
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0351/error-logs/3g38.log
https://www.rcsb.org/structure/3GA6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0353/error-logs/3ga6.log

PDB 3GCH was passing test before but now failed with BJunknown@f error! Its run-log
could be found in BY3GCHES

PDB 3GF4 was passing test before but now failed with BJunrecognized_residueBf error!
Its run-log could be found in BI3GF4E}

PDB 3GUE was passing test before but now failed with Rlunrecognized_residueff error!
Its run-log could be found in BI3GUER]

PDB 3IVA was passing test before but now failed with Bnu_conformerfl error! Its run-
log could be found in BI3IVAE

PDB 3JSZ was passing test before but now failed with Bunrecognized_residuelf error!
Its run-log could be found in B#3JSZE

PDB 3JUK was passing test before but now failed with BJunrecognized_residuelf error!
Its run-log could be found in BI3JUKES

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

PDB 3KLH was passing test before but now failed with Bduplicate_atom_namel§ error! Its
run-log could be found in BI3KLHE

PDB 3KRW was passing test before but now failed with Rreroot_disconnected@ error! Its
run-log could be found in BI3KRWE

PDB 3KRX was passing test before but now failed with RBIreroot_disconnectedi error! Its
run-log could be found in BI3KRXE

PDB 3L4J was passing test before but now failed with BIbad_patchB error! Its run-log
could be found in RI3L4JE

PDB 3L4K was passing test before but now failed with BIbad_patchB error! Its run-log
could be found in RBI3L4KES

PDB 3N1X was passing test before but now failed with BIfill missing_atomsB] error! Its
run-log could be found in BI3N1XE

PDB 3NPE was passing test before but now failed with BIfill missing_atomsB] error! Its
run-log could be found in BI3NPER

PDB 30H4 was passing test before but now failed with RBfunrecognized_residueBf error!
Its run-log could be found in RFI30H4E

PDB 30MA was passing test before but now failed with BIfill _missing_atomsf§ error! Its
run-log could be found in BI30MAE

PDB 30MI was passing test before but now failed with BIfill _missing_atomsB§ error! Its
run-log could be found in BI30OMIE

PDB 30MN was passing test before but now failed with BIfill _missing_atomsB§ error! Its
run-log could be found in EBJI30MNE

PDB 3PER was passing test before but now failed with BIfill missing_atomsB§ error! Its
run-log could be found in BI3PERE

PDB 3PF7 was passing test before but now failed with BIfill missing_atomsB§ error! Its
run-log could be found in EFI3PF7E
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file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0676/error-logs/5jsx.log
https://www.rcsb.org/structure/5K73
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0679/error-logs/5k73.log
https://www.rcsb.org/structure/5K77
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0679/error-logs/5k77.log
https://www.rcsb.org/structure/5K8Z
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0679/error-logs/5k8z.log
https://www.rcsb.org/structure/5KVY
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0683/error-logs/5kvy.log
https://www.rcsb.org/structure/5KW1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0683/error-logs/5kw1.log
https://www.rcsb.org/structure/5KW6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0683/error-logs/5kw6.log
https://www.rcsb.org/structure/5LOR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0688/error-logs/5lor.log
https://www.rcsb.org/structure/5M4G
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0691/error-logs/5m4g.log
https://www.rcsb.org/structure/5M4L
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0691/error-logs/5m4l.log
https://www.rcsb.org/structure/5M4Q
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0691/error-logs/5m4q.log
https://www.rcsb.org/structure/5MBY
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html

run-log could be found in EISMBYE

PDB 5MBZ was passing test before but now failed with BIfill _missing_atomsf§ error! Its
run-log could be found in EI5MBZH

PDB 5MCO was passing test before but now failed with BIfill _missing_atomsB§ error! Its
run-log could be found in BISMCOR

PDB 5MC3 was passing test before but now failed with BIfill _missing_atomsf§ error! Its
run-log could be found in BISMC3E

PDB 5MC4 was passing test before but now failed with BIfill _missing_atomsB§ error! Its
run-log could be found in BISMC4E

PDB 5MC5 was passing test before but now failed with BIfill _missing_atomsB§ error! Its
run-log could be found in BISMC5E

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

PDB 5NJW was passing test before but now failed with BIfill missing_atomsB§ error! Its
run-log could be found in BISNJIWE

PDB 5NKU was passing test before but now failed with BIfill missing_atomsB§ error! Its
run-log could be found in BISNKUE

PDB 5NN8 was passing test before but now failed with BIfill missing_atomsB§ error! Its
run-log could be found in RFISNNSE

PDB 5NZG was passing test before but now failed with Flunrecognized_residueBf error!
Its run-log could be found in RFI5NZGE}

PDB 5NZI was passing test before but now failed with Blunrecognized_residuef§ error!
Its run-log could be found in RI5SNZIRY

PDB 5NZJ was passing test before but now failed with BJunrecognized_residueBf error!
Its run-log could be found in RI5NZJRY

PDB 50CZ was passing test before but now failed with BJunrecognized_residueBf error!
Its run-log could be found in RI50CZE}

PDB 50DF was passing test before but now failed with BJunrecognized_residueBf error!
Its run-log could be found in BI50DFE]

PDB 50DM was passing test before but now failed with BJunrecognized_residueBf error!
Its run-log could be found in BI50DME

PDB 50E1 was passing test before but now failed with Rlunrecognized_residuelf error!
Its run-log could be found in BI50E1ES

PDB 5TAR was passing test before but now failed with Rreroot_disconnected® error! Its
run-log could be found in BISTARE

PDB 5TB5 was passing test before but now failed with Rreroot_disconnected® error! Its
run-log could be found in BI5TB5E

PDB 5TJH was passing test before but now failed with BJunrecognized_residuelf error!
Its run-log could be found in BI5TJIHE

PDB 5UBQ was passing test before but now failed with BJbad_patchi error! Its run-log
could be found in BI5UBQE

PDB 5UCY was passing test before but now failed with Blbad_patch@ error! Its run-log
could be found in BI5UCYES

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

PDB 5UQ6 was passing test before but now failed with BIfill missing_atomsB error! Its
run-log could be found in BI5UQ6R

PDB 5VC7 was passing test before but now failed with E¥bad_patchBl error! Its run-log
could be found in RBI5VC7E

PDB 5X7Q was passing test before but now failed with BIfill missing_atomsB] error! Its
run-log could be found in BI5X7QH

PDB 5X7R was passing test before but now failed with BIfill missing_atomsB] error! Its
run-log could be found in BI5X7RE

PDB 5X8B was passing test before but now failed with Bnu_conformerf error! Its run-
log could be found in BI5X8BH

PDB 5XP6 was passing test before but now failed with BIfill _missing_atomsB§ error! Its
run-log could be found in BISXP6E

PDB 5Y5R was passing test before but now failed with BIbad_patch@ error! Its run-log
could be found in EI5Y5RE

PDB 5ZDQ was passing test before but now failed with BIfill _missing_atomsB§ error! Its
run-log could be found in EJ5ZDQE

PDB 5ZDR was passing test before but now failed with BIfill missing_atomsB§ error! Its
run-log could be found in BJ5ZDRE

PDB 5ZGE was passing test before but now failed with BIfill missing_atomsB§ error! Its
run-log could be found in BI5ZGEE

PDB 5ZGF was passing test before but now failed with BIfill missing_atomsB§ error! Its
run-log could be found in BI5ZGFE

PDB 5ZGI was passing test before but now failed with BIfill missing_atomsB§ error! Its
run-log could be found in BI5ZGIE

PDB 5ZGQ was passing test before but now failed with BIfill missing_atomsB§ error! Its
run-log could be found in RI5ZGQE



file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0693/error-logs/5mby.log
https://www.rcsb.org/structure/5MBZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0693/error-logs/5mbz.log
https://www.rcsb.org/structure/5MC0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0693/error-logs/5mc0.log
https://www.rcsb.org/structure/5MC3
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0693/error-logs/5mc3.log
https://www.rcsb.org/structure/5MC4
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0693/error-logs/5mc4.log
https://www.rcsb.org/structure/5MC5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0693/error-logs/5mc5.log
https://www.rcsb.org/structure/5NFV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0700/error-logs/5nfv.log
https://www.rcsb.org/structure/5NJW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0701/error-logs/5njw.log
https://www.rcsb.org/structure/5NKU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0701/error-logs/5nku.log
https://www.rcsb.org/structure/5NN8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0702/error-logs/5nn8.log
https://www.rcsb.org/structure/5NZG
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0704/error-logs/5nzg.log
https://www.rcsb.org/structure/5NZI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0704/error-logs/5nzi.log
https://www.rcsb.org/structure/5NZJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0704/error-logs/5nzj.log
https://www.rcsb.org/structure/5OCZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0706/error-logs/5ocz.log
https://www.rcsb.org/structure/5ODF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0706/error-logs/5odf.log
https://www.rcsb.org/structure/5ODM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0706/error-logs/5odm.log
https://www.rcsb.org/structure/5OE1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0706/error-logs/5oe1.log
https://www.rcsb.org/structure/5TAR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.reroot_disconnected.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0735/error-logs/5tar.log
https://www.rcsb.org/structure/5TB5
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.reroot_disconnected.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0735/error-logs/5tb5.log
https://www.rcsb.org/structure/5TJH
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0736/error-logs/5tjh.log
https://www.rcsb.org/structure/5UBQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0741/error-logs/5ubq.log
https://www.rcsb.org/structure/5UCY
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0742/error-logs/5ucy.log
https://www.rcsb.org/structure/5UKM
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.reroot_disconnected.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0743/error-logs/5ukm.log
https://www.rcsb.org/structure/5UQ6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0744/error-logs/5uq6.log
https://www.rcsb.org/structure/5VC7
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0748/error-logs/5vc7.log
https://www.rcsb.org/structure/5X7Q
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0760/error-logs/5x7q.log
https://www.rcsb.org/structure/5X7R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0760/error-logs/5x7r.log
https://www.rcsb.org/structure/5X8B
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.nu_conformer.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0760/error-logs/5x8b.log
https://www.rcsb.org/structure/5XP6
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0763/error-logs/5xp6.log
https://www.rcsb.org/structure/5Y5R
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0766/error-logs/5y5r.log
https://www.rcsb.org/structure/5ZDQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0773/error-logs/5zdq.log
https://www.rcsb.org/structure/5ZDR
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0773/error-logs/5zdr.log
https://www.rcsb.org/structure/5ZGE
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0773/error-logs/5zge.log
https://www.rcsb.org/structure/5ZGF
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0773/error-logs/5zgf.log
https://www.rcsb.org/structure/5ZGI
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0773/error-logs/5zgi.log
https://www.rcsb.org/structure/5ZGQ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0773/error-logs/5zgq.log

PDB 5ZGT was passing test
run-log could be found in
PDB 5ZGU was passing test
run-log could be found in
PDB 5ZGV was passing test
run-log could be found in
PDB 5ZGW was passing test
run-log could be found in
PDB 5ZGX was passing test
run-log could be found in
PDB 5ZGY was passing test
run-log could be found in
PDB 5ZGZ was passing test
run-log could be found in
PDB 5ZH1 was passing test
run-log could be found in

before but
BI5ZGTE
before
3957 GUES
before
BI5ZGVE
before
BI5Z GWES
before
BI5ZGXE
before
BI5ZGYES
before
(95ZGZE
before
BI5ZH1E

but

but

but

but

but

but

but

PDB 6ALS was passing
Its run-log could be
PDB 6ALT was passing
Its run-log could be
PDB 6ALU was passing
Its run-log could be
PDB 6BHJ was passing
Its run-log could be
PDB 6C4J was passing
Its run-log could be
PDB 6C5A was passing
Its run-log could be
PDB 6C5Z was passing
Its run-log could be
PDB 6D9B was passing
Its run-log could be
PDB 6D9C was passing
Its run-log could be
PDB 6F5K was passing

test before but
found in RBIGALSE]
test before but
found in RBIGALTEY
test before but
found in BIGALUE
test before but
found in FI6BHJE
test before but
found in F¥6C4JE
test before but
found in BI6C5AE
test before but
found in B¥6C5ZE
test before but
found in B¥6D9BEY
test before but
found in B¥6D9OCE]
test before but

run-log could be found in BI6F5KE

PDB 6FSN was passing
Its run-log could be

test before but
found in BI6FSNE

PDB 6G48 was passing test
run-log could be found in
PDB 6HA8 was passing test
could be found in BJ6HASES
PDB 6I9Y was passing test
run-log could be found in
PDB 6IGO was passing test
could be found in BI6IGOE
PDB 6ILD was passing test
could be found in BI6ILDE
PDB 6M9C was passing test
could be found in [EI6MOCES
PDB 6N30 was passing test
could be found in FI6N30E
PDB 6NKN was passing test
run-log could be found in
PDB 7AT1 was passing test
run-log could be found in
PDB 8AT1 was passing test
run-log could be found in
PDB 8MHT was passing test

Its run-log could be found in BISMHTES

before but
£26G4 83
before but
before but
BI6I9YE
before but

before but

before but

before but

before but
BI6NKNES
before
B7AT1E
before
BISAT 1R
before but

but

but

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

now

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

failed

with Bfill missing_atomsE

with Bfill missing_atomsE

with Bfill missing_atomsE

with Bfill missing_atomsE

with Bfill_missing_atomsE

with B#fill missing_atoms)

with B#fill missing_atoms)

with B#fill missing_atoms)

with Blunrecognized_residuefl

error! Its

error! Its
error! Its
error! Its
error! Its
error! Its
error! Its
error! Its

error!

with Bunrecognized_residuefd

error!

with Bunrecognized_residuefd

error!

with Blunrecognized_residuefd

error!

with Blunrecognized_residuefd

error!

with Bunrecognized_residuefj

error!

with Blunrecognized_residuefj

error!

with Blunrecognized_residuef

error!

with Blunrecognized_residuefj

error!

with B#fill missing_atoms)

error! Its

with Blunrecognized_residueff error!

with B8fill missing_atoms)

error! Its

with Blbad_patchBy error! Its run-log

with f#fill_missing_atomsBf error! Its
with Bbad_patchBy error! Its run-log
with BlunknownBd error! Its run-log
with Bbad_patchBl error! Its run-log
with Bbad_patchBl error! Its run-log

with Bfill missing_atomsE

with Bfill _missing_atomsE

with Bfill missing_atomsE

error! Its

error! Its

error! Its

with Bunrecognized_residuefd error!

NOTE: 37149 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 —> ggmain repositorygg as tests/benchmark/tests/scientific/



https://www.rcsb.org/structure/5ZGT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0774/error-logs/5zgt.log
https://www.rcsb.org/structure/5ZGU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0774/error-logs/5zgu.log
https://www.rcsb.org/structure/5ZGV
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0774/error-logs/5zgv.log
https://www.rcsb.org/structure/5ZGW
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0774/error-logs/5zgw.log
https://www.rcsb.org/structure/5ZGX
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0774/error-logs/5zgx.log
https://www.rcsb.org/structure/5ZGY
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0774/error-logs/5zgy.log
https://www.rcsb.org/structure/5ZGZ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0774/error-logs/5zgz.log
https://www.rcsb.org/structure/5ZH1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0774/error-logs/5zh1.log
https://www.rcsb.org/structure/6ALS
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0780/error-logs/6als.log
https://www.rcsb.org/structure/6ALT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0780/error-logs/6alt.log
https://www.rcsb.org/structure/6ALU
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0781/error-logs/6alu.log
https://www.rcsb.org/structure/6BHJ
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0786/error-logs/6bhj.log
https://www.rcsb.org/structure/6C4J
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0790/error-logs/6c4j.log
https://www.rcsb.org/structure/6C5A
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0791/error-logs/6c5a.log
https://www.rcsb.org/structure/6C5Z
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0791/error-logs/6c5z.log
https://www.rcsb.org/structure/6D9B
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0798/error-logs/6d9b.log
https://www.rcsb.org/structure/6D9C
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0798/error-logs/6d9c.log
https://www.rcsb.org/structure/6F5K
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0810/error-logs/6f5k.log
https://www.rcsb.org/structure/6FSN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0815/error-logs/6fsn.log
https://www.rcsb.org/structure/6G48
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0817/error-logs/6g48.log
https://www.rcsb.org/structure/6HA8
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0825/error-logs/6ha8.log
https://www.rcsb.org/structure/6I9Y
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0831/error-logs/6i9y.log
https://www.rcsb.org/structure/6IG0
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0832/error-logs/6ig0.log
https://www.rcsb.org/structure/6ILD
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unknown.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0833/6ild.log
https://www.rcsb.org/structure/6M9C
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0856/error-logs/6m9c.log
https://www.rcsb.org/structure/6N30
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.bad_patch.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0861/error-logs/6n30.log
https://www.rcsb.org/structure/6NKN
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0864/error-logs/6nkn.log
https://www.rcsb.org/structure/7AT1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/0952/error-logs/7at1.log
https://www.rcsb.org/structure/8AT1
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.fill_missing_atoms.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/1020/error-logs/8at1.log
https://www.rcsb.org/structure/8MHT
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/pdbs.unrecognized_residue.html
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/1020/error-logs/8mht.log
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/reference-results.cif.new.json
https://github.com/RosettaCommons/main
https://github.com/RosettaCommons/main/tree/master/tests/benchmark/tests/scientific/protein_data_bank_diagnostic/reference-results.cif.json

protein_data_bank_diagnostic/reference-results.cif.json

blocklist.cif.new.json —> f@main repositorygg as tests/benchmark/tests/scientific/
protein_data_bank_diagnostic/blocklist.json (note the cif/pdb/fast mode is ignored: the blocklist
is segfaults and huge PDBs and is shared)



https://github.com/RosettaCommons/main/tree/master/tests/benchmark/tests/scientific/protein_data_bank_diagnostic/reference-results.cif.json
file:///home/benchmark/release/scientific/main/protein_data_bank_diagnostic.cif/61842/data/blocklist.cif.new.json
https://github.com/RosettaCommons/main
https://github.com/RosettaCommons/main/tree/master/tests/benchmark/tests/scientific/protein_data_bank_diagnostic/reference-results.json
https://github.com/RosettaCommons/main/tree/master/tests/benchmark/tests/scientific/protein_data_bank_diagnostic/reference-results.json
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