Scientific test: Protein Data Bank diagnostic
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FAILURES
The PDB diagnostic was run on 191,312 PDB files. 189,825 files passed the test and 1,487 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-c/rosetta.Rosetta-2.hpc-c/
_commits_/main/source/test/timelimit.py 8 /home/benchmark/benchmark/W.rosetta-2.hpc-c/
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

1,487 total PDBs failed with the following error codes:
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Blunrecognized_residuef
B@fill_missing_atomsE
B@multiple_disulfidesl#
B@missing_disulfide_partnerf
Bbad_patchkf
Bunknown_atom_name@
Breroot_disconnectedd
Eexceed_timeoutk
Bduplicate_atom_namef#
Bzero_atom_restypel
B1ld_chirality@®
BBunknowni
Bnu_conformerl
Bno_usable_coords@
Bmerge_with_next
Binsufficient_mainchainf¥
Bbase_of_chif

Bpartly recognized®
Bcutpoint_neighbourf
B@incompatible_w_polymerE
Bzero_length_xyzVectorf

EFNNWWAO

Test marked as FAILED due to following errors:

before but
@1AO8E
before but
F@1AO9
before but

PDB 1A08 was passing test
run-log could be found in
PDB 1A09 was passing test
run-log could be found in
PDB 1A1A was passing test
run-log could be found in BEI1A1AZ

PDB 1A1V was passing test before but
Its run-log could be found in B#1A1VE

PDB 1A9Y was passing
Its run-log could be
PDB 1A9Z was passing
Its run-log could be

test before but
found in B#1A9YE
test before but
found in B#1A9ZE

PDB 1AC3 was passing test before but
could be found in EB#1AC3H
PDB 1AMJ was passing test
run-log could be found in
PDB 1APO was passing test
run-log could be found in
PDB 1ASO was passing test
run-log could be found in
PDB 1ASP was passing test
run-log could be found in
PDB 1ASQ was passing test
run-log could be found in
PDB 1BIQ was passing test
run-log could be found in
PDB 1BL9 was passing test
run-log could be found in
PDB 1C23 was passing test
could be found in F1C23H
PDB 1CPX was passing test
run-log could be found in EB1CPXE

PDB 1D40 was passing test before but
Its run-log could be found in E#1D40E
PDB 1D41 was passing test before but
Its run-log could be found in B#1D41E
PDB 1D76 was passing test before but

before but
before
before
@1ASOES
before
BI1ASPE
before
BILASQE
before
F81BIQEH
before
#31BL 9
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::reading_only true

Bduplicate_atom_namef§ error! Its

Bduplicate_atom_namel error! Its

Bduplicate_atom_name@ error! Its

Bunrecognized_residueB error!

Bunrecognized_residuel error!

Bunrecognized_residue@ error!

@bad_patch@ error! Its run-log
Bfill missing_atoms@ error! Its
Bfill missing_atoms@® error! Its
Bfill _missing_atomsB error! Its
Bfill missing_atoms@ error! Its
Bfill _missing_atoms@ error! Its
Bfill missing_atoms@ error! Its
Bfill_missing_atoms@ error! Its

B@bad_patchf error! Its run-log

Bfill _missing_atoms@ error! Its

Bunrecognized_residuef error!

Bunrecognized_residuef error!

Bunrecognized_residuef error!




Its run-log could be found in @1D76E8
PDB 1DGO was passing test before but
Its run-log could be found in @#1DGOEE
PDB 1DOA was passing test before but
run-log could be found in E@1DOAER
PDB 1E8X was passing test before
log could be found in FI1E8XE

PDB 1E98 was passing test before
run-log could be found in EFI1E98E
PDB 1E99 was passing test before
run-log could be found in EI1E99E
PDB 1E9B was passing test before
run-log could be found in EI1E9BE
PDB 1E9D was passing test before
run-log could be found in EI1E9DE
PDB 1EG6 was passing test before but

but

but

but

but

but

Its run-log could be
PDB 1EK6 was passing
Its run-log could be
PDB 1EL2 was passing
Its run-log could be

found in RFI1EG6R
test before but
found in RBI1EK6R
test before but
found in BI1EL2RB

PDB 1ELN was passing test before but
Its run-log could be found in BI1ELNEE
PDB 1EQ8 was passing test before but
run-log could be found in EI1EQ8E

PDB 1F91 was passing test before but
run-log could be found in F1F91

PDB 1FGG was passing test before but
could be found in EI1FGGE

PDB 1G22 was passing test before but
Its run-log could be found in B1G22R
PDB 1G93 was passing test before but
Its run-log could be found in E#1G93EE
PDB 1GBT was passing test before but
run-log could be found in B1GBTER
PDB 1GJN was passing test before
run-log could be found in BEI1GJINEE

but

PDB 1GUQ was passing
Its run-log could be
PDB 1I24 was passing
Its run-log could be
PDB 1I2B was passing
Its run-log could be
PDB 1I2C was passing
Its run-log could be
PDB 1I3K was passing
Its run-log could be
PDB 1IDX was passing
Its run-log could be
PDB 1II1 was passing
Its run-log could be
PDB 1IIN was passing

test before but
found in E1GUQE
test before but
found in B@1I248
test before but
found in F@1I2BE
test before but
found in B@1I2CE
test before but
found in B1I3KE
test before but
found in B@1IDXE
test before but
found in B#1IIAR
test before but

Its run-log could be found in F#1IINEE
PDB 1ITO was passing test before but
run-log could be found in BB1ITOM

PDB 1J39 was passing test before but
Its run-log could be found in B#1J39E
PDB 1J90 was passing test before but
Its run-log could be found in B#1J90R
PDB 1JGU was passing test before but
run-log could be found in E1JGUR

PDB 1JKU was passing test before but
run-log could be found in E#1JKUE
PDB 1JKV was passing test before but
run-log could be found in F1JKVER
PDB 1JS5 was passing test before but

Its run-log could be found in B#1JS5E
PDB 1JS7 was passing test before but
Its run-log could be found in BI1JS7E
PDB 1K1H was passing test before but
run-log could be found in EB1K1HE
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Bunrecognized_residuel error!

Breroot_disconnected® error! Its
B@nu_conformerf error! Its run-
Bduplicate_atom_namel error! Its

Bduplicate_atom_nameld error! Its

Bduplicate_atom_namel error! Its

Bduplicate_atom_nameld error! Its

Bunrecognized_residuef error!

Bunrecognized_residuef error!

Bunrecognized_residue@ error!

Bunrecognized_residuel error!
9

Bfill missing_atoms@ error! Its

Bfill missing_atoms@ error! Its

Bbad_patchf error! Its run-log

Bunrecognized_residuef error!

Bunrecognized_residuel error!

Bfill missing_atoms@ error! Its

Bfill missing_atoms@ error! Its

Bunrecognized_residuef error!

Bunrecognized_residuef error!

Bunrecognized_residuef error!

Bunrecognized_residuef error!

Bunrecognized_residuef error!

Bunrecognized_residuef error!

Bunrecognized_residuef error!

Bunrecognized_residuel error!

Bfill _missing_atoms@ error! Its

Bunrecognized_residuel error!

Bunrecognized_residuef error!

Bfill _missing_atoms@ error! Its
Bfill _missing_atoms@ error! Its
Bfill _missing_atoms@ error! Its

Bunrecognized_residuef error!

Bunrecognized_residuef error!

Bunknown_atom_name@ error! Its




PDB 1K03 was passing test before but

run-log could be found in EI1KO3E
PDB 1KTG was passing test before but
run-log could be found in RI1KTGE
PDB 1KVQ was passing test before but

Its run-log could be
PDB 1KVS was passing
Its run-log could be
PDB 1KVT was passing
Its run-log could be
PDB 1KVU was passing
Its run-log could be
PDB 1LL2 was passing
Its run-log could be

found in EI1KVQE
test before but
found in B1KVSE
test before but
found in B#1KVTE
test before but
found in B1KVUER
test before but
found in B1LL2E

PDB 1LLP was passing test before but
run-log could be found in EA1LLPE}

PDB 1LRL was passing test before but
Its run-log could be found in BI1LRLE}
PDB 1MBN was passing test before but
run-log could be found in E1MBNEE
PDB 1MMM was passing test before
run-log could be found in EI1MMMZE
PDB 1MMS was passing test before
run-log could be found in B#1MMSE
PDB 1MP4 was passing test before but
Its run-log could be found in F1MP4ER
PDB 1MP5 was passing test before but
Its run-log could be found in F#1MP5ER
PDB 1MUW was passing test before but
run-log could be found in BB1MUWES

PDB 1MWJ was passing test before but
Its run-log could be found in BI1MwWJER

but

but

PDB 1MXD was passing test before but
run-log could be found in E@1MXDER
PDB 1N9F was passing test before but
run-log could be found in EB1N9FE
PDB 1N9H was passing test before but
run-log could be found in EEIN9HE
PDB 1N9I was passing test before but
run-log could be found in EEIN9IE
PDB 1N9X was passing test before but
run-log could be found in EEIN9XE
PDB 1NAZ was passing test before but
run-log could be found in EB1NAZE
PDB 1NH3 was passing test before but

Its run-log could be found in ERINH3E
PDB 1INIR was passing test before but
run-log could be found in EIINIRE

PDB 1INTQ was passing test before but
Its run-log could be found in BIAINTQE
PDB 1NZ1 was passing test before but
could be found in FINZ1R

PDB 1NZD was passing test before but

Its run-log could be
PDB 1NZF was passing
Its run-log could be

found in B@1NZDE
test before but
found in B@INZFE

PDB 1023 was passing test before but
Its run-log could be found in B#1023F
PDB 10MW was passing test before but
run-log could be found in E10MWE

PDB 1P60 was passing test before but
Its run-log could be found in F#1P60OER
PDB 1P61 was passing test before but
Its run-log could be found in F#1P61E8
PDB 1P7P was passing test before but
could be found in E#1P7PH
PDB 1PAJ was passing test
run-log could be found in
PDB 1PAK was passing test
run-log could be found in
PDB 1PCN was passing test

before but
before
before 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

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

failed

failed

failed

failed

failed

failed

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

with

Bfill missing_atoms@ error! Its

Bfill missing_atoms@ error! Its

Bunrecognized_residuel error!

Bunrecognized_residuel error!

Bunrecognized_residueB error!

Bunrecognized_residueB error!

Bunrecognized_residuef error!

Bfill missing_atoms@® error! Its

Bunrecognized_residuef error!

Bfill missing_atoms@ error! Its
Bfill _missing_atomsB error! Its
Bfill missing_atoms@ error! Its

Bunrecognized_residuef error!

Bunrecognized_residuel error!

Bfill _missing_atoms@ error! Its

Bunrecognized_residuel error!

Bfill _missing_atoms@ error! Its
B@fill _missing_atoms@ error! Its
Bfill_missing_atoms@ error! Its
Bfill_missing_atoms@ error! Its
Bfill_missing_atoms@ error! Its
Bfill_missing_atoms@ error! Its

Bunrecognized_residuel error!

Bfill_missing_atoms@ error! Its

Bunrecognized_residuef error!

Bunknown@ error! Its run-log

Bunrecognized_residuef error!

Bunrecognized_residueff error!

Bunrecognized_residuel error!

Breroot_disconnectedf error! Its

Bunrecognized_residueB error!

Bunrecognized_residueB error!

@bad_patch@ error! Its run-log

Bfill missing_atoms@ error! Its
Bfill missing_atoms® error! Its
Bfill missing_atoms@® error! Its




run-log could be found in E#1PCNEB
PDB 1PCO was passing test before
run-log could be found in E#1PCOR
PDB 1QE7 was passing test before but
Its run-log could be found in BI1QE7ER
PDB 1QRR was passing test before but
Its run-log could be found in BI1QRRER
PDB 1QY9 was passing test before but
run-log could be found in E1QY9R

PDB 1ROB was passing test before but
run-log could be found in F@1ROBE

PDB 1R9S was passing test before but
could be found in F1R9SH

PDB 1RMY was passing test before but
Its run-log could be found in BI1RMYER
PDB 1S4G was passing test before but
run-log could be found in EB1S4GE
PDB 1S5N was passing test before
run-log could be found in EB1S5NE
PDB 1SB9 was passing test before but
Its run-log could be found in BI1SBOE

but

but

PDB 1STO was passing test before but
run-log could be found in E#1STOR
PDB 1T0Q was passing test before but
run-log could be found in E1TOQH
PDB 1TOR was passing test before but
run-log could be found in EI1TORE
PDB 1T0S was passing test before but
run-log could be found in RI1TOSE
PDB 1TEQ was passing test before but
run-log could be found in RI1TEQE
PDB 1UDC was passing test before but

Its run-log could be found in E#1UDCE]
PDB 1UQU was passing test before but
Its run-log could be found in E#1UQUER
PDB 1VEW was passing test before but
run-log could be found in BEI1VEWER

PDB 1VQ5 was passing test before but
Its run-log could be found in B#1VQ5E
PDB 1VQP was passing test before but
Its run-log could be found in B#1VQPE
PDB 1W2H was passing test before but
run-log could be found in BEI1W2HER

PDB 1XEL was passing test before but
Its run-log could be found in EIAXELER
PDB 1XU5 was passing test before but
run-log could be found in E1XUS5ER
PDB 1XYA was passing test before
run-log could be found in BB1XYAR
PDB 1XYL was passing test before
run-log could be found in BB1XYLE
PDB 1XYM was passing test before
run-log could be found in BB1XYMEB
PDB 1Y6F was passing test before but

but

but

but

Its run-log could be
PDB 1745 was passing
Its run-log could be
PDB 1ZDF was passing
Its run-log could be
PDB 1ZDG was passing
Its run-log could be
PDB 271D was passing
Its run-log could be
PDB 2A2Z was passing
Its run-log could be
PDB 2A30 was passing
Its run-log could be
PDB 2ACW was passing
Its run-log could be
PDB 2AH4 was passing

found in BI1Y6FR
test before but
found in [#1Z45R
test before but
found in F1ZDFE
test before but
found in [@1ZDGE
test before but
found in [#271DE
test before but
found in [2A2ZF
test before but
found in [2A30R
test before but
found in EI2ACWE
test before but

run-log could be found in EB2AHA4R
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Bfill missing_atoms@ error! Its

Bunrecognized_residuel error!

Bunrecognized_residuel error!

Bfill_missing_atoms@ error! Its

B@multiple_disulfides@ error! Its

Bbad_patchf error! Its run-log

Bunrecognized_residuef error!

Bfill_missing_atoms@ error! Its

Bfill_missing_atoms@ error! Its

Bunrecognized_residue@ error!

Bfill missing_atoms@ error! Its
Bfill missing_atoms@ error! Its
Bfill missing_atoms@ error! Its
Bfill missing_atoms@ error! Its
Bfill missing_atoms@ error! Its

Bunrecognized_residuel error!

Bunrecognized_residuel error!

Bfill missing_atoms@ error! Its

Bunrecognized_residuef error!

Bunrecognized_residuef error!

Bduplicate_atom_namel§ error! Its

Bunrecognized_residuef error!

Bfill missing_atoms® error! Its

Bfill missing_atomsB error! Its

Bfill missing_atoms@ error! Its

Bfill missing_atoms@ error! Its

Bunrecognized_residuel error!

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel
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Bunrecognized_residuel

Bunrecognized_residuel

Bfill missing_atoms@ error!
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PDB 2AM3 was passing test before but now failed with Blunrecognized_residuef error!
Its run-log could be found in BI2AM3E

PDB 2AT1 was passing test before but now failed with Ffill_missing_atoms@§ error! Its
run-log could be found in RI2AT1E

PDB 2BOE was passing test before but now failed with Eunrecognized_residue@ error!
Its run-log could be found in FI2BOER]

PDB 2BUM was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in E2BUME

PDB 2BUT was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in E2BUTER

PDB 2BUX was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in E2BUXE

PDB 2C01 was passing test before but now failed with Eld_chirality® error! Its run-
log could be found in E#2CO1H

PDB 2CCH was passing test before but now failed with Ebad_patch@ error! Its run-log
could be found in E#2CCHH

PDB 2CG9 was passing test before but now failed with Ebad_patchi error! Its run-log
could be found in B#2CGOH

PDB 2D3Y was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in E2D3YER

PDB 2DP7 was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in E2DP7R

PDB 2DPB was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in @2DPBE

PDB 2F55 was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in @2F55F8

PDB 2GJW was passing test before but now failed with Bunrecognized_residuel error!
Its run-log could be found in F2GJIWER

PDB 2GN9 was passing test before but now failed with Bunrecognized_residuel error!
Its run-log could be found in F#2GN9ER

PDB 2GSM was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in E#2GSME

PDB 2GXB was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in BI2GXBE

PDB 2H2Q was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in E22H2QE

PDB 2HUO was passing test before but now failed with Efill missing_atoms@ error! Its
run-log could be found in E#2HUOR

PDB 2I5S was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in BI2I5SER

PDB 2ICY was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in BI2ICYER

PDB 2IMH was passing test before but now failed with @@bad_patch@ error! Its run-log
could be found in F2IMHE

PDB 2IX8 was passing test before but now failed with E@bad_patch@ error! Its run-log
could be found in F2IX8E

PDB 2JAU was passing test before but now failed with Eduplicate_atom_name@ error! Its
run-log could be found in [82JAUR

PDB 2JAX was passing test before but now failed with @bad_patch@ error! Its run-log
could be found in FI2JAXEH

PDB 2LZV was passing test before but now failed with Blunrecognized_residuef error!
Its run-log could be found in R2LZVE

PDB 2NO1 was passing test before but now failed with Blunrecognized_residuef error!
Its run-log could be found in BI2NO1E}

PDB 2NX3 was passing test before but now failed with Bunknownfl error! Its run-log
could be found in EI2NX3E

PDB 2NXG was passing test before but now failed with Bunknown@ error! Its run-log
could be found in EI2NXGE

PDB 208D was passing test before but now failed with Eunrecognized_residue@ error!
Its run-log could be found in [F#208DE

PDB 20EG was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in EF#20EGE

PDB 20RH was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in E#20RHE

PDB 2P10 was passing test before but now failed with Ebad_patch@ error! Its run-log
could be found in E#2P10H

PDB 2P72 was passing test before but now failed with Runrecognized_residuel error!
Its run-log could be found in E#2P72F

PDB 2PA4 was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in BI2PA4ER

PDB 2Q3E was passing test before but now failed with Runrecognized_residue@ error!




Its run-log could be found in EI2Q3ERR

PDB 2TMK was passing test before but
run-log could be found in BE2TMKE
PDB 2V1E was passing test before but
run-log could be found in E#2V1ER
PDB 2V1F was passing test before but
run-log could be found in FE2V1FE
PDB 2V1G was passing test before but
run-log could be found in E#2V1GE
PDB 2V92 was passing test before but

log could be found in E#2V92E

PDB 2VAH was passing test before but
Its run-log could be found in BI2VAHE
PDB 2VAI was passing test before but
Its run-log could be found in BI2VAIR
PDB 2VKD was passing test before but
Its run-log could be found in B#2VKDE}
PDB 2VKH was passing test before but
Its run-log could be found in ER2VKHE
PDB 2VMO was passing test before but
run-log could be found in E#2VMOE

PDB 2VP5 was passing test before but
Its run-log could be found in E#2VP5E
PDB 2VWJ was passing test before but
Its run-log could be found in E2VWJE
PDB 2WWI was passing test before but
run-log could be found in B2WWIRS

PDB 2WZG was passing test before but
Its run-log could be found in BI2WZGE}
PDB 2X2I was passing test before but
run-log could be found in RI2X2IR

PDB 2X87 was passing test before but
run-log could be found in B2X87E

PDB 2XA2 was passing test before but
Its run-log could be found in B#2XA2E8
PDB 2XA9 was passing test before but
Its run-log could be found in B#2XA9E
PDB 2XU9 was passing test

before but
run-log could be found in E2XU9ER
PDB 2YAF was passing test before
run-log could be found in E2YAFE}
PDB 2YAH was passing test before
run-log could be found in E2YAHER
PDB 2YAM was passing test before
run-log could be found in E2YAMZ
PDB 2YAO was passing test before
run-log could be found in E2YAOR
PDB 2YAQ was passing test before
run-log could be found in EE2YAQH
PDB 2YAR was passing test before
run-log could be found in BB2YARE
PDB 2Z2C was passing test before
could be found in [82Z2CH

PDB 276Q was passing test before but
Its run-log could be found in @2Z6QE8
PDB 357D was passing test before but
could be found in F357DH

PDB 367D was passing test before but
Its run-log could be found in E#367DE
PDB 3BXD was passing test before but
run-log could be found in EE3BXDER

PDB 3CIK was passing test before but
run-log could be found in EE3CIKE

PDB 3CKQ was passing test before but
Its run-log could be found in BI3CKQER
PDB 3CWH was passing test before but
run-log could be found in EE3CWHER
PDB 3DTU was passing test before
run-log could be found in EE3DTUE
PDB 3ENK was passing test before but
Its run-log could be found in BIBENKEE
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PDB
Its
PDB
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PDB
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PDB
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PDB
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PDB

3GO0 was passing
run-log could be
3GOR was passing
run-log could be
3G2D was passing
run-log could be
3G38 was passing
run-log could be
3GA6 was passing
run-log could be
3GCH was passing

test before but
found in F@3GOORH
test before but
found in F@3GORE
test before but
found in F@3G2DE
test before but
found in @#3G38EH
test before but
found in B3GAGE
test before but

could be found in B3GCHH
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Its
PDB
Its
PDB
log
PDB
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Its
PDB
Its

3GF4 was passing
run-log could be
3GUE was passing
run-log could be
3IVA was passing

test before but
found in B3GF4R
test before but
found in B3GUER
test before but

could be found in B3IVAR

3JSZ was passing
run-log could be
3JUK was passing
run-log could be
3KHU was passing
run-log could be

test before but
found in B@3JSZE®
test before but
found in B3 JUKE
test before but
found in EB@3KHURB
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run-log could be found in
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run-log could be found in
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run-log could be found in
PDB 3L4J was passing test
could be found in F3L4JH
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could be found in FI3L4KEH
PDB 3N1X was passing test
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PDB 3QBA was passing test

before
E30MAR
before
B30MIF
before
EISOMNE
before
F3PERE
before
B3PF 76
before
F3PSCE
before
BE3PVUES
before
FEB3PVWES
before
#3Q1GE8
before
before

but

but

but

but

but

but

but

but

but

but

but

Its run-log could be found in BI3QBAEE
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PDB 3QDX was passing test
run-log could be found in
PDB 3QDY was passing test
run-log could be found in
PDB 3RME was passing test
could be found in EBISRMER
PDB 3RMW was passing test
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Its run-log could be found in BI3RMWE
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Bunknown@ error! Its run-log

Bunrecognized_residuef error!
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run-log could be found in BE3RNOH

PDB 3RNA was passing test before but now failed with Efill _missing_atoms® error! Its
run-log could be found in BE3RNAG

PDB 3RNB was passing test before but now failed with E@fill missing_atoms@ error! Its
run-log could be found in EE3RNBER

PDB 3RNC was passing test before but now failed with Efill _missing_atoms@ error! Its
run-log could be found in EE3RNCER

PDB 3RNE was passing test before but now failed with E@fill _missing_atoms@ error! Its
run-log could be found in EE3RNEER

PDB 3RNG was passing test before but now failed with Efill _missing_atoms@ error! Its
run-log could be found in EE3RNGER

PDB 3RXJ was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in EE3RXJE

PDB 3SAS was passing test before but now failed with Bunknown_atom_namef§ error! Its
run-log could be found in EE3SASE

PDB 3SAT was passing test before but now failed with Bunknown_atom_nameB§ error! Its
run-log could be found in E3SATE

PDB 3SAU was passing test before but now failed with Bunknown_atom_namef§ error! Its
run-log could be found in E3SAUR

PDB 3SRZ was passing test before but now failed with Bunrecognized_residue@ error!
Its run-log could be found in BISSRZEE

PDB 3T5G was passing test before but now failed with Breroot_disconnected® error! Its
run-log could be found in EI3T5GE

PDB 3T5I was passing test before but now failed with Bireroot_disconnected® error! Its
run-log could be found in EI3T5IE

PDB 3T70 was passing test before but now failed with Blunrecognized_residuef error!
Its run-log could be found in R3T70R

PDB 3TA2 was passing test before but now failed with Bnu_conformer@ error! Its run-
log could be found in FI3TA2H

PDB 3TDK was passing test before but now failed with Blunrecognized_residuef error!
Its run-log could be found in B3TDKE

PDB 3UGW was passing test before but now failed with Eunrecognized_residue@ error!
Its run-log could be found in BISUGWE

PDB 3UZS was passing test before but now failed with Ereroot_disconnected® error! Its
run-log could be found in E3UZSER

PDB 3V91 was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in EFI3V91ER

PDB 3VAF was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in BI3VAFE

PDB 3VAG was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in BI3VAGE

PDB 3VAH was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in BI3VAHE

PDB 3VAI was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in FEA3VAIER

PDB 3VAJ was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in EA3VAJER

PDB 3VAK was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in B3VAKE

PDB 3VAL was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in B3VALER

PDB 3VAM was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in B3VAMER

PDB 3VSJ was passing test before but now failed with E@fill _missing_atoms@ error! Its
run-log could be found in BE3VSJEH

PDB 3VTF was passing test before but now failed with Bunrecognized_residuel error!
Its run-log could be found in BI3VTFE

PDB 3VV9 was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in EE3VVIE

PDB 3VVA was passing test before but now failed with Efill missing_atoms@ error! Its
run-log could be found in EE3VVAR

PDB 3W54 was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in EB3W54R

PDB 3ZF0 was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in E3ZFOR

PDB 3ZFR was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in E3ZFRE

PDB 4A68 was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in EB4A68E

PDB 4AC7 was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in EB4AC7RE




PDB 4BQF was passing test before but now failed with Ffill_missing_atomsf§ error! Its
run-log could be found in E4BQFE

PDB 4CON was passing test before but now failed with Ffill_missing_atoms@§ error! Its
run-log could be found in E34CONEE

PDB 4CDR was passing test before but now failed with Ebad_patch@# error! Its run-log
could be found in [4CDRE

PDB 4CEU was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in E4CEURE

PDB 4D4Z was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in F4D4ZE

PDB 4E7B was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in RFI4E7BE

PDB 4E7E was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in BI4E7ERR

PDB 4E9V was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in BI4E9VER

PDB 4EAQ was passing test before but now failed with Eduplicate_atom_name® error! Its
run-log could be found in EI4EAQER

PDB 4EDF was passing test before but now failed with Runrecognized_residue@ error!
Its run-log could be found in EI4EDFE}

PDB 4EF3 was passing test before but now failed with Bfill missing_atoms@ error! Its
run-log could be found in E4EF3E

PDB 4FLY was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in B4FLYER

PDB 4FMO was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in F4FMOER

PDB 4FM1 was passing test before but now failed with Bunrecognized_residue@ error!
Its run-log could be found in F4FM1E8

PDB 4FM2 was passing test before but now failed with Bunrecognized_residuel error!
Its run-log could be found in FB4FM2@R

PDB 4G4N was passing test before but now failed with Bunknown_atom_namef§ error! Its
run-log could be found in EB4G4NER

PDB 4G40 was passing test before but now failed with Bunknown_atom_namef§ error! Its
run-log could be found in E#4G40R

PDB 4G4Q was passing test before but now failed with Bunknown_atom_namef§ error! Its
run-log could be found in E#4G4QH

PDB 4G4R was passing test before but now failed with Bunknown_atom_nameB§ error! Its
run-log could be found in EB4G4RE

PDB 4GFH was passing test before but now failed with @®bad_patch@ error! Its run-log
could be found in E4GFHE

PDB 4GMD was passing test before but now failed with Blduplicate_atom_name@ error! Its
run-log could be found in EB4GMDE

PDB 4H9U was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in EB4H9UR

PDB 4H9V was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in EB4H9VE

PDB 4H9X was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in E#4HOXE

PDB 4H9Y was passing test before but now failed with F@fill_missing_atomsf§ error! Its
run-log could be found in E#4HOYE

PDB 4HA® was passing test before but now failed with F@fill_missing_atomsf§ error! Its
run-log could be found in E#4HAQGR

PDB 4HAK was passing test before but now failed with Ffill_missing_atomsf§ error! Its
run-log could be found in EI4HAKE

PDB 4HAL was passing test before but now failed with Ffill_missing_atoms@§ error! Its
run-log could be found in E34HALER

PDB 4H06 was passing test before but now failed with Eunrecognized_residue@ error!
Its run-log could be found in BI4HOG6E]

PDB 4H08 was passing test before but now failed with Eunrecognized_residue@ error!
Its run-log could be found in [#4HO8ER

PDB 4JXG was passing test before but now failed with Efill missing_atoms® error! Its
run-log could be found in §34JXGE

PDB 4KAS was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in RF#4KASE

PDB 4KAT was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in B#4KATER

PDB 4LIS was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in R#4LISE

PDB 4M2A was passing test before but now failed with Blunrecognized_residue® error!
Its run-log could be found in B#4M2AE

PDB 4M2B was passing test before but now failed with Runrecognized_residuel error!




Its run-log could be found in @4M2BER
PDB 4MDX was passing test before but
Its run-log could be found in FB4MDXER
PDB 4NER was passing test before but

run-log could be found in E#4NERE

PDB 40JI was passing
Its run-log could be
PDB 4P9C was passing
Its run-log could be
PDB 4R7P was passing
Its run-log could be
PDB 4RGE was passing
Its run-log could be
PDB 4RGF was passing
Its run-log could be
PDB 4RYK was passing

test before but
found in F#40JIR
test before but
found in #4P9CR
test before but
found in [@4R7PR
test before but
found in [#4RGER
test before but
found in B@4RGFE

test before but

run-log could be found in EB4RYKE

PDB 4TU7 was passing
Its run-log could be
PDB 4TU8 was passing
Its run-log could be
PDB 4TU9 was passing
Its run-log could be
PDB 4UCW was passing

test before but
found in B4TU7E
test before but
found in B#4TUSE
test before but
found in B#4TU9R
test before but

error! Its run-log could be found in
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PDB
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run-log could be
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PDB 5C4D was passing
Its run-log could be
PDB 5C4F was passing
Its run-log could be
PDB 5C8R was passing
Its run-log could be
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NOTE: 42213 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 — B@main repository@s as tests/benchmark/tests/scientific/
protein_data_bank diagnostic/reference-results.cif.json
blocklist.cif.new.json — Bmain repository@s 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)




