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FAILURES
The PDB diagnostic was run on 206,530 PDB files. 197,171 files passed the test and 9,359 failed!
## PURPOSE OF THE TEST

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

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

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

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

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

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

Command line used: /home/benchmark/w/rosetta-2.hpc-b/rosetta/commits/main/source/test/
timelimit.py 32 /home/benchmark/w/rosetta-2.hpc-b/rosetta/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 false -PDB_diagnostic::reading only false

9,359 total PDBs failed with the following error codes:
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Its run-log could be found in R103YE
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1W5E was passing
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1WA5 was passing
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1WDT was passing
run-log could be
1WVC was passing
run-log could be
1X9M was passing
run-log could be
1X9N was passing
run-log could be
1X9S was passing
run-log could be
1X9W was passing
run-log could be
1XJR was passing
run-log could be
1XSN was passing
run-log could be
1XTS was passing
run-log could be
1XTU was passing
run-log could be
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170J was passing
run-log could be
1Z0K was passing
run-log could be
172B was passing
run-log could be
1Z4P was passing
run-log could be
1Z5W was passing
run-log could be
1ZA1 was passing
run-log could be
1ZA2 was passing
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1ZBD was passing
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1ZYQ was passing
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213D was passing
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run-log could be
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2D7C was passing
run-log could be
2DP7 was passing
run-log could be
2DPB was passing
run-log could be
2DPI was passing
run-log could be
2DR8 was passing
run-log could be
2DVI was passing
run-log could be
2DY1 was passing
run-log could be
2E2H was passing
run-log could be
2E9Z was passing
run-log could be
2F55 was passing
run-log could be
2FB3 was passing
run-log could be
2FCO was passing
run-log could be
2FH5 was passing
run-log could be
2FLL was passing
run-log could be
2FLN was passing
run-log could be
2FLP was passing
run-log could be
2FMP was passing
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2GJW was passing
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run-log could be
20H6 was passing
run-log could be
20H7 was passing
run-log could be
20RH was passing
run-log could be
20ZM was passing
run-log could be
20ZS was passing
run-log could be
2P4N was passing
run-log could be
2PX3 was passing
run-log could be
2PXA was passing
run-log could be
2PXI was passing
run-log could be
2PYJ was passing
run-log could be
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run-log could be
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run-log could be
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2QEY was passing
run-log could be
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run-log could be
2W8K was passing
run-log could be
2W8L was passing
run-log could be
2W9A was passing
run-log could be
2W9B was passing
run-log could be
2W9C was passing
run-log could be
2WBE was passing
run-log could be
2WKP was passing
run-log could be
2WKQ was passing
run-log could be
2WKR was passing
run-log could be
2WMO was passing
run-log could be
2X19 was passing
run-log could be
2X60 was passing
run-log could be
2XCA was passing
run-log could be
2XCP was passing
run-log could be
2XHB was passing
run-log could be
2XI3 was passing
run-log could be
2XRP was passing
run-log could be
2XTN was passing
run-log could be
2XWL was passing
run-log could be
2XWN was passing
run-log could be
2Y6P was passing
run-log could be
2Y92 was passing

found in [@2w83E
test before but
found in F@2W8KES
test before but
found in E@2W8LE
test before but
found in E@2W9AR
test before but
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test before but
found in E@2W9CE
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found in RF@2WBER
test before but
found in RFB2WKPE
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2YIF was passing
run-log could be
2YU9 was passing
run-log could be
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run-log could be
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run-log could be
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run-log could be
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run-log could be
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run-log could be
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3AU6 was passing
run-log could be
3AUO0 was passing
run-log could be
3BBP was passing
run-log could be
3BDP was passing
run-log could be
3BJY was passing
run-log could be
3B02 was passing
run-log could be
3B03 was passing
run-log could be
3B04 was passing
run-log could be
3BSO was passing
Its run-log could be
PDB 3BTY was passing
could be
PDB 3BUC
could be

was passing

test before but
found in B3AUGE
test before but
found in B3AUOR
test before but
found in F@3BBPEH
test before but
found in F@3BDPE
test before but
found in B@3BJIYE
test before but
found in F@3B0O2E
test before but
found in F#3BO3E
test before but
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test before but
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found in EBE3BTYE

test before but

found in E@3BUCE

PDB 3C5G was passing
Its run-log could be
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Its run-log could be
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Its run-log could be
PDB 3CNN was passing
Its run-log could be
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Its run-log could be
PDB 3CUN was passing
Its run-log could be
PDB 3CWZ was passing
Its run-log could be
PDB 3DCO was passing
Its run-log could be
PDB 3DIR was passing
Its run-log could be
PDB 3DOE was passing
Its run-log could be
PDB 3DOF was passing
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PDB 3DT2 was passing
Its run-log could be
PDB 3DT4 was passing
Its run-log could be
PDB 3DT7 was passing
Its run-log could be
PDB 3DU7 was passing
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Its run-log could be
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run-log could be
3ETD was passing
run-log could be
3ETE was passing
run-log could be
3ETG was passing
run-log could be
3EVC was passing
run-log could be
3EVD was passing
run-log could be
3F2Q was passing
run-log could be
3F2T was passing
run-log could be
3F2W was passing
run-log could be
3F2X was passing
run-log could be
3F2Y was passing
run-log could be
3F30 was passing
run-log could be
3FC9 was passing
run-log could be
3FFU was passing
run-log could be
3FPI was passing
run-log could be
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
3G6V was passing
run-log could be
3G6W was passing
run-log could be
3G6X was passing
run-log could be
3G6Y was passing
run-log could be
3G8S was passing
run-log could be
3G8T was passing
run-log could be
3G96 was passing
run-log could be
3G9C was passing
run-log could be
3GA6 was passing
run-log could be
3GIJ was passing
run-log could be
3GIK was passing
run-log could be
3GIL was passing
run-log could be
3GIM was passing
run-log could be
3GJX was passing
run-log could be
3G03 was passing
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test before but
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found in FI3ETER
test before but
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found in RB3F2QR
test before but
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PDB 3GQC was passing test before but
Its run-log could be found in BI3GQCE}
PDB 3H3A was passing test before but
Its run-log could be found in E3H3ARH

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

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

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuel

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuef#

Bunrecognized_residuef

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

Bunknown@ error! Its run-log

Bunrecognized_residuel

Bunrecognized_residuel

error!

error!



PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB

could be

PDB

could be

PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB

3H40 was passing
run-log could be
3H4B was passing
run-log could be
3H4D was passing
run-log could be
3H5Y was passing
run-log could be
3H8I was passing

3H8L was passing

3HIY was passing
run-log could be
3HJ1 was passing
run-log could be
3HKB was passing
run-log could be
3HKC was passing
run-log could be
3HKD was passing
run-log could be
3HKE was passing
run-log could be
3HP6 was passing
run-log could be
3HPO was passing
run-log could be
3HRD was passing
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3HT3 was passing
run-log could be
3HWT was passing
run-log could be
3IAY was passing
run-log could be
3ICQ was passing
run-log could be
3IEW was passing
run-log could be
3IIN was passing
run-log could be
3IN5 was passing
run-log could be
3IRW was passing
run-log could be
3IZ0 was passing
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3J8Y was passing
run-log could be
3JAK was passing
run-log could be
3JAL was passing
run-log could be
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run-log could be
3JAS was passing
run-log could be
3JAT was passing
run-log could be
3JAW was passing
run-log could be
3JAY was passing
run-log could be
3JBO was passing
run-log could be
3JB2 was passing
run-log could be
3JB3 was passing
run-log could be
3JB6 was passing
run-log could be
3JB7 was passing
run-log could be
3JCM was passing
run-log could be
3JDO was passing
run-log could be
3JD3 was passing
run-log could be
3JD4 was passing
run-log could be
3JPN was passing
run-log could be
3JP0 was passing
run-log could be
3JPP was passing
run-log could be
3JPQ was passing
run-log could be
3JPR was passing
run-log could be
3JPS was passing
run-log could be
3JPT was passing
run-log could be
3JQM was passing
run-log could be
3JSM was passing
run-log could be
3JYT was passing
run-log could be
3K57 was passing
run-log could be
3K58 was passing
run-log could be
3K59 was passing
run-log could be
3K5L was passing
run-log could be
3K8D was passing
run-log could be
3KHG was passing
run-log could be
3KHH was passing
run-log could be
3KHL was passing
run-log could be
3KHR was passing
run-log could be
3KJV was passing
run-log could be
3KK1 was passing
run-log could be
3KK2 was passing
run-log could be
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test before but
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test before but
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test before but
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test before but
found in F@3JB3R
test before but
found in [@3JB6R
test before but
found in R[@3JB7R
test before but
found in BI3JCME
test before but
found in F#3JDOR
test before but
found in BF#3JD3E
test before but
found in [I3JD4RR
test before but
found in B3 JPNE
test before but
found in F@3JPOR
test before but
found in B@3JPPEH
test before but
found in E3JPQE
test before but
found in B@3JPRE
test before but
found in B3 JPSE
test before but
found in B3JPTE
test before but
found in E3JQME
test before but
found in @3 JSME
test before but
found in BE3JYTE
test before but
found in B3K57E
test before but
found in B@3K58E
test before but
found in F@3K59E
test before but
found in B3K5LE
test before but
found in F@3K8DE
test before but
found in F3KHGE
test before but
found in EI3KHHER
test before but
found in EBI3KHLE
test before but
found in EFI3KHRE
test before but
found in RF3KJIVE
test before but
found in RFI3KK1E
test before but
found in RFI3KK2R

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

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

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuel

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuef#

Bunrecognized_residuef

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!

error!



PDB 3KLG was passing test before but
run-log could be found in R3KLGE

PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB

3KTQ was passing
run-log could be
3L3C was passing
run-log could be
3LDS was passing
run-log could be
3LDU was passing
run-log could be
3LRN was passing
run-log could be
3LWL was passing
run-log could be
3LWM was passing
run-log could be
3LZI was passing
run-log could be
3LZJ was passing
run-log could be
3M1I was passing
run-log could be
3M8R was passing
run-log could be
3M8S was passing
run-log could be
3MAQ was passing
run-log could be
3MBY was passing
run-log could be
3MFH was passing
run-log could be
3MFI was passing
run-log could be
3MJH was passing
run-log could be
3MOE was passing
run-log could be
3MOF was passing
run-log could be
3MUM was passing
run-log could be
3MUR was passing
run-log could be
3MUT was passing
run-log could be
3MUV was passing
run-log could be
3MX5 was passing
run-log could be
3MXH was passing
run-log could be
3N2G was passing
run-log could be
3N2K was passing
run-log could be
3N6M was passing
run-log could be
3NAE was passing
run-log could be
3NBY was passing
run-log could be
3NBZ was passing
run-log could be
3NCO was passing
run-log could be
3NC1 was passing
run-log could be
3NCI was passing
run-log could be
3NDK was passing
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test before but
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test before but
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run-log could be
3NE6 was passing
run-log could be
3NGD was passing
run-log could be
3NGI was passing
run-log could be
3NHG was passing
run-log could be
3NWY was passing
run-log could be
30HO was passing
run-log could be
30HA was passing
run-log could be
30HB was passing
run-log could be
30JS was passing
run-log could be
30JU was passing
run-log could be
30S1 was passing
run-log could be
30SN was passing
run-log could be
30SP was passing
run-log could be
30VS was passing
run-log could be
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run-log could be
3PCR was passing
run-log could be
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3P04 was passing
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3P05 was passing
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3PV8 was passing
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3PX0 was passing
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3PX4 was passing
run-log could be
3PX6 was passing
run-log could be
3PY8 was passing
run-log could be
3Q0A was passing
run-log could be
3Q22 was passing
run-log could be
3Q24 was passing
run-log could be
3Q3Z was passing
run-log could be
3Q7U was passing
run-log could be
3Q86 was passing
run-log could be
3QEI was passing
run-log could be
3QEP was passing
run-log could be
3QER was passing
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3QEV was passing
run-log could be
3QEW was passing
run-log could be
3QEX was passing
run-log could be
3QNN was passing
run-log could be
3QNO was passing
run-log could be
3QXJ was passing
run-log could be
3R1H was passing
run-log could be
3R1L was passing
run-log could be
3RAP was passing
run-log could be
3RAQ was passing
run-log could be
3RAX was passing
run-log could be
3RBO was passing
run-log could be
3RB4 was passing
run-log could be
3RB6 was passing
run-log could be
3RBD was passing
run-log could be
3RBE was passing
run-log could be
3RH4 was passing
run-log could be
3RH5 was passing
run-log could be
3RH6 was passing
run-log could be
3RR7 was passing
run-log could be
3RR8 was passing
run-log could be
3RRG was passing
run-log could be
3RRH was passing
run-log could be
3RSB was passing
run-log could be
3RTV was passing
run-log could be
3RW6 was passing
run-log could be
3RWU was passing
run-log could be
3RYC was passing
run-log could be
3RYF was passing
run-log could be
3RYH was passing
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could be found in BISRZGH

PDB 3RZL was passing test before but
Its run-log could be found in BI3RZLER
PDB 3RZM was passing test before but
could be found in BISRZMEA

PDB 3S1R was passing test before but
Its run-log could be found in BI3S1RE
PDB 3S9H was passing test before but
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run-log could be
4FHV was passing
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4FHW was passing
run-log could be
4FJ8 was passing
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4FJG was passing
run-log could be
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run-log could be
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4FK2 was passing
run-log could be
4FK4 was passing
run-log could be
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4IRK was passing
run-log could be
4J6W was passing
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4J6X was passing
run-log could be
4JLZ was passing
run-log could be
4JRC was passing
run-log could be
4JST was passing
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4JSY was passing
run-log could be
4JT2 was passing
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4JZT was passing
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4K8Z was passing
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4KAS was passing
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4KAT was passing
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4KAX was passing
run-log could be
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run-log could be
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run-log could be
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4KR3 was passing
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4KTQ was passing
run-log could be
4KVA was passing
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4KVG was passing
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4LHZ was passing
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4LIL was passing
run-log could be
4LNU was passing
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4M80 was passing
run-log could be
4AMDF was passing
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4AMDX was passing
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4MGN was passing
run-log could be
AMIT was passing
run-log could be
AMZL was passing
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4AN56 was passing
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4AN5S was passing
run-log could be
ANCN was passing
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4025 was passing
run-log could be
402A was passing
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404H was passing
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404J) was passing
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404L was passing
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408E was passing
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40JI was passing
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40L0 was passing
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40M8 was passing

test before but
found in EB4KTQR
test before but
found in BB4KVAR
test before but
found in FB4KVGE
test before but
found in FB4KZER
test before but
found in B#4LHZE
test before but
found in B#4LILER
test before but
found in B#4LNURS
test before but
found in R#4M80R
test before but
found in B@4MDFE
test before but
found in E@4MDXE
test before but
found in B@4MGNE
test before but
found in B#4MITE
test before but
found in B@4MZLE
test before but
found in B#4N56E8
test before but
found in B#4N5SE
test before but
found in E#4NCNEB
test before but
found in EB#4NYARS
test before but
found in [#40258
test before but
found in [#402A8
test before but
found in [#402BE
test before but
found in [@402LE
test before but
found in [@404HE
test before but
found in [@4041R
test before but
found in (@404 J8
test before but
found in [B404LE
test before but
found in [#408ER
test before but
found in [40JIR
test before but
found in E#40LOE
test before but

could be found in F40M8E
PDB 40TS was passing test before but
Its run-log could be found in ER40TSE
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40TV was passing
run-log could be
40X2 was passing
run-log could be
4P9C was passing
run-log could be
4PJO was passing
run-log could be
4PKD was passing
run-log could be
4PLX was passing
run-log could be
4PTF was passing
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4PYG was passing
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4Q7H was passing
run-log could be
4QEI was passing
run-log could be
4QG1 was passing
run-log could be
4QG2 was passing
run-log could be
4QG4 was passing
run-log could be
4QI0 was passing
run-log could be
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4QJH was passing
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4QKA was passing
run-log could be
4QM6 was passing
run-log could be
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run-log could be
4QWB was passing
run-log could be
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run-log could be
4QXA was passing
run-log could be
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4RD1 was passing
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4RDX was passing
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4RE7 was passing
run-log could be
4RGE was passing
run-log could be
4RGF was passing
run-log could be
4RT2 was passing
run-log could be
4RT3 was passing
run-log could be
4RUM was passing
run-log could be
4RX0 was passing
run-log could be
4ARXP was passing
run-log could be
4RXQ was passing
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4RXR was passing
run-log could be
4RXS was passing
run-log could be
4RY5 was passing
run-log could be
4RZD was passing
run-log could be
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run-log could be
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run-log could be
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run-log could be
4TNQ was passing
run-log could be
4TNR was passing
run-log could be
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4TNZ was passing
run-log could be
4T00 was passing
run-log could be
4T01 was passing
run-log could be
4T04 was passing
run-log could be
4T05 was passing
run-log could be
4TQR was passing
run-log could be
4TQS was passing
run-log could be
4TU7 was passing
run-log could be
4TU8 was passing
run-log could be
4TU9 was passing
run-log could be
4TUY was passing
run-log could be
4TV8 was passing
run-log could be
4TV9 was passing
run-log could be
4U03 was passing
run-log could be
4UOM was passing
run-log could be
4U3J was passing
run-log could be
4UCI was passing
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4UCZ was passing
run-log could be
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4UXS was passing
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4VOL was passing
run-log could be
4VOM was passing
run-log could be
4VON was passing
run-log could be
4V00 was passing
run-log could be
4VOR was passing
run-log could be
4WC1 was passing
run-log could be
4AWC5 was passing
run-log could be
4AWC7 was passing
run-log could be
AWFL was passing
run-log could be
4AWFM was passing
run-log could be
4WOP was passing
run-log could be
4X1I was passing
run-log could be
4X1K was passing
run-log could be
4X1Y was passing
run-log could be
4X20 was passing
run-log could be
4X35 was passing
run-log could be
4X40 was passing
run-log could be
4X4Q was passing
run-log could be
4X4S was passing
run-log could be
4XA5 was passing
run-log could be
4XF2 was passing

test before but
found in @@4VOLE
test before but
found in @@4VOME
test before but
found in F@4VONE
test before but
found in [@4VOOR
test before but
found in [#4VORE
test before but
found in B@4WC1E
test before but
found in [B@4WC5E
test before but
found in B#4WC7E
test before but
found in B#4WFLE
test before but
found in B@4WFMEB
test before but
found in [#4WOPE
test before but
found in B@4X1IE
test before but
found in B@4X1KE
test before but
found in BB4X1YE
test before but
found in [@4X208
test before but
found in [@4X35R
test before but
found in [@4X408
test before but
found in B84X4QR
test before but
found in [@4X4SE
test before but
found in E@4XA5E
test before but

could be found in R#4XF2R
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4XIU was passing
run-log could be
4XJ3 was passing
run-log could be
4X0I was passing
run-log could be
4XSV was passing
run-log could be
4XUL was passing
run-log could be
4XUS was passing
run-log could be
4Y1I was passing
run-log could be
4Y1J was passing
run-log could be
4Y1M was passing
run-log could be
4YAZ was passing
run-log could be
4YCV was passing

test before but
found in EB4XTIURR
test before but
found in [@4XJI3E
test before but
found in @@4XOIR
test before but
found in B@4XSVE
test before but
found in B@4XULE
test before but
found in B@4XUSE
test before but
found in B@4Y1IE
test before but
found in B@4Y1JH®
test before but
found in B@4Y1IMEB
test before but
found in B#4YAZEB
test before but

could be found in E#4YCVE

PDB 4YFU was passing test before but
Its run-log could be found in B#4YFUE
PDB 4YGA was passing test before but
could be found in EF#4YGAH

PDB 4YJ2 was passing test before but
Its run-log could be found in B#4YJ2E
PDB 4YJ3 was passing test before but
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Its run-log could be found in #4YJ3E
PDB 4YW8 was passing test before but
could be found in F4YWSH
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4YW9 was passing
run-log could be
4ZDJ was passing
run-log could be
4ZDK was passing
run-log could be
4ZDQ was passing
run-log could be
4ZHQ was passing
run-log could be
4717 was passing
run-log could be
4ZKE was passing
run-log could be
4Z0L was passing
run-log could be
4ZTU was passing
run-log could be
47ZTZ was passing
run-log could be
4ZWG was passing
run-log could be
4776 was passing
run-log could be
521P was passing
run-log could be
5A2X was passing
run-log could be
5A2Y was passing
run-log could be
5A2Z was passing
run-log could be
5A96 was passing
run-log could be
5A9A was passing
run-log could be
5A9P was passing
run-log could be
5A03 was passing
run-log could be
5A04 was passing
run-log could be
5AT1 was passing
run-log could be
5AXL was passing
run-log could be
5AXM was passing
run-log could be
5AXN was passing
run-log could be
5AXU was passing
run-log could be
5AXV was passing
run-log could be
5B20 was passing
run-log could be
5B2Q was passing
run-log could be
5BMV was passing
run-log could be
5B07 was passing
run-log could be
5C1T was passing
run-log could be
5C52 was passing
run-log could be
5C53 was passing
run-log could be

test before but
found in E@4YWOR
test before but
found in [@4ZDJE®
test before but
found in [#4ZDKE
test before but
found in E84ZDQR
test before but
found in E@4ZHQR
test before but
found in B4ZI7R
test before but
found in R[B4ZKER
test before but
found in [4ZOLR
test before but
found in B#4ZTURB
test before but
found in B#4ZTZE®
test before but
found in B#4ZWGE
test before but
found in [¥#4zZ6R8
test before but
found in [#521P&
test before but
found in B5A2XE
test before but
found in B5A2YE
test before but
found in B5A2ZE
test before but
found in B#5A96F
test before but
found in BI5A9AR
test before but
found in EF#5A9PEH
test before but
found in F#5A03E
test before but
found in F#5A04F
test before but
found in B@5AT1E
test before but
found in B#5AXLES
test before but
found in B#5AXMER
test before but
found in BI5AXNES
test before but
found in B#5AXURR
test before but
found in EI5AXVE
test before but
found in [#5B20&
test before but
found in E5B2QR8
test before but
found in E5BMVE
test before but
found in E5BO7R
test before but
found in F5C1TRE
test before but
found in R[5C52F
test before but
found in RF5C53F

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

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

@bad_patch@ error! Its

Bunrecognized_residuef

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuel

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuef

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuef#

Bunrecognized_residuef

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

Bunrecognized_residuel

run-log
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!
error!

error!



PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB
Its
PDB

5C8Y was passing
run-log could be
5CAO was passing
run-log could be
5CA1 was passing
run-log could be
5CB4 was passing
run-log could be
5CJP was passing
run-log could be
5CK3 was passing
run-log could be
5CR2 was passing
run-log could be
5DOE was passing
run-log could be
5D0G was passing
run-log could be
5D4C was passing
run-log could be
5D4D was passing
run-log could be
5DCV was passing
run-log could be
5DIS was passing
run-log could be
5DLO was passing
run-log could be
5DLQ was passing
run-log could be
5DX9 was passing

test before but
found in BE#5C8YE
test before but
found in B5CAOGRH
test before but
found in B5CA1E
test before but
found in B5CB4R
test before but
found in B5CJIPEH
test before but
found in B5CK3E
test before but
found in B5CR2E
test before but
found in B#5DOER
test before but
found in F#5DOGE
test before but
found in [@5D4CE
test before but
found in [@5D4DE
test before but
found in E@5DCVE
test before but
found in F@5DISE
test before but
found in E@5DLOR
test before but
found in F5DLQER
test before but

could be found in E5DX9R
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5E41 was passing
run-log could be
5E6M was passing
run-log could be
5EE5 was passing
run-log could be
5EFC was passing
run-log could be
5EIB was passing
run-log could be
5EIN was passing
run-log could be
5EOM was passing
run-log could be
5EV1 was passing
run-log could be
5EV2 was passing
run-log could be
5EV3 was passing
run-log could be
5EV4 was passing
run-log could be
5EWE was passing
run-log could be
5EWF was passing
run-log could be
5EXY was passing
run-log could be
5EXZ was passing
run-log could be
5EYQ was passing
run-log could be
5EY1 was passing
run-log could be
5EYP was passing
run-log could be
5EZ5 was passing
run-log could be
5EZY was passing

test before but
found in F5E41R
test before but
found in EFI5E6ME
test before but
found in RFI5EESE
test before but
found in RBI5EFCE
test before but
found in RFIS5EIBR
test before but
found in EFIS5EINE
test before but
found in FI5EOMER
test before but
found in BI5EV1E
test before but
found in BI5EV2E
test before but
found in BISEV3E
test before but
found in BE5EVA4E
test before but
found in BIS5EWER
test before but
found in BISEWFE
test before but
found in BISEXYE
test before but
found in BI5EXZE
test before but
found in BI5EYOR
test before but
found in BI5EY1E
test before but
found in BI5EYPE
test before but
found in B#5EZ5E
test before but
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run-log could be
5F0Q was passing
run-log could be
5F0S was passing
run-log could be
5F8I was passing
run-log could be
5F9H was passing
run-log could be
5F9R was passing
run-log could be
5FHO was passing
run-log could be
5FH1 was passing
run-log could be
5FH2 was passing
run-log could be
5FH3 was passing
run-log could be
5FH4 was passing
run-log could be
5FJC was passing
run-log could be
5FNV was passing
run-log could be
5GAM was passing
run-log could be
5GAN was passing
run-log could be
5GIY was passing

found in BI5EZYE
test before but
found in B5FOQR
test before but
found in F5FOSE
test before but
found in EF5F8IR
test before but
found in E#5F9HE
test before but
found in EI5F9RE
test before but
found in E#5FHOR
test before but
found in RBI5FH1R
test before but
found in RFI5FH2R
test before but
found in RFI5FH3E
test before but
found in BI5FHA4R
test before but
found in BI5FJCE
test before but
found in BI5FNVE
test before but
found in BI5GAMER
test before but
found in E#5GANES
test before but

could be found in B5GIYE
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5GMK was passing
run-log could be
5GNS was passing
run-log could be
5GOF was passing
run-log could be
5GON was passing
run-log could be
5G0Z was passing
run-log could be
5GQI was passing
run-log could be
5GQJ was passing
run-log could be
5GQL was passing
run-log could be
5GQM was passing
run-log could be
5GUF was passing
run-log could be
5H74 was passing
run-log could be
5H70 was passing
run-log could be
5HKO was passing
run-log could be
5HK3 was passing
run-log could be
5HKC was passing
run-log could be
5HNW was passing
run-log could be
5HNX was passing
run-log could be
5HNY was passing
run-log could be
5HNZ was passing
run-log could be
5HP1 was passing

test before but
found in B5GMKE
test before but
found in B@5GNSE
test before but
found in B#5GOFE
test before but
found in B#5GONES
test before but
found in B#5GO0ZE
test before but
found in E5GQIE
test before but
found in E5GQJIE
test before but
found in F5GQLES
test before but
found in F5GQME
test before but
found in B@5GUFE
test before but
found in [B@5H74R
test before but
found in [@5H70R
test before but
found in E5HKOR
test before but
found in E5HK3E
test before but
found in EI5HKCE
test before but
found in EI5HNWE
test before but
found in EISHNXER
test before but
found in EI5HNYE
test before but
found in RFI5HNZER
test before but

run-log could be found in EB5HP1Rg
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PDB

5HS2 was passing

test before but

Its run-log could be found in R5SHS2E
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run-log could be
6CTI was passing
run-log could be
6CTJ was passing
run-log could be
6CTK was passing
run-log could be
6CTL was passing
run-log could be
6CTM was passing
run-log could be
6CTN was passing
run-log could be
6CTO was passing
run-log could be
6CTP was passing
run-log could be
6CTQ was passing
run-log could be
6CTR was passing
run-log could be
6CTT was passing
run-log could be
6CTU was passing
run-log could be
6CTV was passing
run-log could be
6CTW was passing
run-log could be
6CTX was passing
run-log could be
6CU1 was passing
run-log could be
6CVE was passing
run-log could be
6CVJ was passing
run-log could be
6CVN was passing
run-log could be
6CZB was passing
run-log could be
6D4G was passing
run-log could be
6D71 was passing
run-log could be
6D83 was passing
run-log could be
6D84 was passing
run-log could be
6D88 was passing
run-log could be
6D9M was passing
run-log could be
6DCB was passing
run-log could be
6DFC was passing
run-log could be
6DFF was passing
run-log could be
6DHD was passing
run-log could be
6DHM was passing
run-log could be
6DHN was passing
run-log could be
6DHQ was passing
run-log could be
6DLQ was passing
run-log could be
6DLS was passing
run-log could be

found in B@6CRIE
test before but
found in B@6CTIE
test before but
found in B6CTJIE®
test before but
found in B6CTKE
test before but
found in EB6CTLE
test before but
found in B@6CTME
test before but
found in EI6CTNER
test before but
found in RF#6CTOR
test before but
found in RF6CTPR
test before but
found in RB6CTQR
test before but
found in BI6CTRE
test before but
found in BI6CTTRE
test before but
found in BI6CTURR
test before but
found in BI6CTVE
test before but
found in B6CTWE
test before but
found in B6CTXEH
test before but
found in B6CU1E
test before but
found in B6CVER
test before but
found in B6CVJIEH
test before but
found in B#6CVNE
test before but
found in B#6CZBE
test before but
found in [@6D4GE
test before but
found in B@6D71E
test before but
found in [#6D83E
test before but
found in [@6D84R
test before but
found in [#6D88EH
test before but
found in F@6DIMER
test before but
found in [@6DCBES
test before but
found in F@6DFCE
test before but
found in F@6DFFE
test before but
found in [F#6DHDE
test before but
found in EFI6DHME
test before but
found in EI6DHNE
test before but
found in EF#6DHQRR
test before but
found in EF@6DLQRR
test before but
found in RF#6DLSE
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6DLT was passing
run-log could be
6DMC was passing
run-log could be
6DMD was passing
run-log could be
6DME was passing
run-log could be
6DNR was passing
run-log could be
6DPU was passing
run-log could be
6DPV was passing
run-log could be
6DPW was passing
run-log could be
6DTA was passing
run-log could be
6DW3 was passing
run-log could be
6DW4 was passing
run-log could be
6DW5 was passing
run-log could be
6DW7 was passing
run-log could be
6DWD was passing
run-log could be
6DWJ was passing
run-log could be
6DWK was passing
run-log could be
6E04 was passing
run-log could be
6EO5 was passing
run-log could be
6EO6 was passing
run-log could be
6EON was passing
run-log could be
6E7B was passing
run-log could be
6E7C was passing
run-log could be
6E88 was passing
run-log could be
6EG5 was passing
run-log could be
6EVW was passing
run-log could be
6EVX was passing
run-log could be
6EVY was passing
run-log could be
6EVZ was passing
run-log could be
6EWO was passing
run-log could be
6EWZ was passing
run-log could be
6EXN was passing
run-log could be
6F7C was passing
run-log could be
6FF4 was passing
run-log could be
6FF7 was passing
run-log could be
6FF8 was passing
run-log could be
6FII was passing
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run-log could be
6FJF was passing
run-log could be
6FJM was passing
run-log could be
6FKJ was passing
run-log could be
6FKL was passing
run-log could be
6FM1 was passing
run-log could be
6FWK was passing
run-log could be
6FXE was passing

found in BIG6FIIR
test before but
found in BI6FJFE
test before but
found in E@6FJIME
test before but
found in B6FKJIE
test before but
found in RBI6FKLE
test before but
found in RB@6FM1Eg
test before but
found in BI6FWKER
test before but

could be found in BI6FXER
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6GOA was passing
run-log could be
6G2Q was passing
run-log could be
6G9W was passing
run-log could be
6GF3 was passing
run-log could be
6GJ4 was passing
run-log could be
6GVM was passing
run-log could be
6GVN was passing
run-log could be
6GWC was passing
run-log could be
6GWD was passing
run-log could be
6GX7 was passing
run-log could be
6GZE was passing
run-log could be
6H1V was passing
run-log could be
6H9B was passing
run-log could be
6HDU was passing
run-log could be
6HX8 was passing
run-log could be
6HXU was passing
run-log could be
6I00 was passing
run-log could be
6I2I was passing
run-log could be
6I5C was passing
run-log could be
6I8A was passing
run-log could be
6IA7 was passing
run-log could be
6IAE was passing
run-log could be
6IAN was passing
run-log could be
6IA0 was passing

test before but
found in [6GOAR
test before but
found in [6G2QR
test before but
found in FI6GOWER
test before but
found in BI6GF3E
test before but
found in B#6GJ4R
test before but
found in BI6GVMER
test before but
found in B6GVNE
test before but
found in B6GWCE
test before but
found in B6GWDE
test before but
found in B6GX7E
test before but
found in B6GZER
test before but
found in B6H1VE
test before but
found in F#6HOBE
test before but
found in B@6HDURS
test before but
found in B#6HX8E
test before but
found in B#6HXURR
test before but
found in F#6IO0G
test before but
found in B@6I2IR
test before but
found in B@6I5CE
test before but
found in F@6I8AR
test before but
found in F6IAT7E
test before but
found in FI6IAER
test before but
found in EI6IANE
test before but

could be found in F6IAOR
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6ICZ was passing
run-log could be
6IDO was passing
run-log could be
6ID1 was passing
run-log could be
6IF2 was passing
run-log could be

test before but
found in BI6ICZE
test before but
found in F6IDOR
test before but
found in F6ID1R
test before but
found in RBI6IF2R
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6IF3 was passing
run-log could be
6IG2 was passing
run-log could be
6II6 was passing
run-log could be
6IKZ was passing
run-log could be
6IW7 was passing
run-log could be
6IYB was passing
run-log could be
6J6G was passing
run-log could be
6J6H was passing
run-log could be
6J6N was passing
run-log could be
6J6Q was passing
run-log could be
6J72 was passing
run-log could be
6JCJ was passing
run-log could be
6JI2 was passing
run-log could be
6JMG was passing
run-log could be
6K32 was passing
run-log could be
6K3J was passing
run-log could be
6K3K was passing
run-log could be
6K9V was passing
run-log could be
6KFT was passing
run-log could be
6KNJ was passing
run-log could be
6KNZ was passing
run-log could be
6KPP was passing
run-log could be
6KQL was passing
run-log could be
6KQM was passing
run-log could be
6KQN was passing
run-log could be
6KSF was passing

6KWR was passing
run-log could be
6L54 was passing
run-log could be
6L74 was passing
run-log could be
6L8K was passing
run-log could be
6LAU was passing
run-log could be
6LAZ was passing
run-log could be
6LK4 was passing
run-log could be
6LQ9 was passing
run-log could be
6LS4 was passing
run-log could be
6LSM was passing

test before but
found in B6IF3E
test before but
found in B6IG2E
test before but
found in B6II6EH
test before but
found in B6IKZE®
test before but
found in B6IW7E
test before but
found in B6IYBE
test before but
found in [#6J6GEH
test before but
found in [#6J6HEH
test before but
found in (@6 J6NE
test before but
found in [6J6QEH
test before but
found in [#6J728
test before but
found in B@6JCJIEH
test before but
found in B@6JI2E
test before but
found in [@6JIMGE
test before but
found in [F@6K32E
test before but
found in F@6K3JE
test before but
found in F6K3KE
test before but
found in FI6KOVE
test before but
found in RBI6KFTE
test before but
found in EBI6KNJIER
test before but
found in RFI6KNZE
test before but
found in RFI6KPPR
test before but
found in B6KQLER
test before but
found in E6KQME
test before but
found in EI6KQNES
test before but

found in B6KSFE

test before but
found in B6KWRE
test before but
found in B6L548
test before but
found in B6L748
test before but
found in B6L8KE
test before but
found in B6LAUR
test before but
found in B6LAZE
test before but
found in B6LKA4E
test before but
found in FI6LQOE
test before but
found in B6LS4E
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run-log could be
6LSN was passing
run-log could be
6M60 was passing
run-log could be
6M6R was passing
run-log could be
6M6S was passing
run-log could be
6M6X was passing
run-log could be
6MCB was passing
run-log could be
6MCC was passing
run-log could be
6MLQ was passing
run-log could be
6MLR was passing
run-log could be
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6VCM was passing
run-log could be
6VCP was passing
run-log could be
6VCQ was passing
run-log could be
6VCR was passing
run-log could be
6VMY was passing
run-log could be
6VPO was passing
run-log could be
6VPP was passing
run-log could be
6WOR was passing

6W13 was passing

6WBR was passing
run-log could be
6WCO was passing
run-log could be
6WCW was passing
run-log could be
6WHE was passing
run-log could be
6WSL was passing
run-log could be
6WTL was passing
run-log could be
6WVL was passing
run-log could be
6WVM was passing
run-log could be
6WVR was passing
run-log could be
6WWE was passing
run-log could be
6WWF was passing
run-log could be
6WWG was passing
run-log could be
6WWH was passing
run-log could be
6WWI was passing
run-log could be
6WWJ was passing
run-log could be
6WWK was passing
run-log could be
6WWL was passing
run-log could be
6WWM was passing
run-log could be
6WWN was passing
run-log could be
6WWO was passing
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6WWP was passing
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6WWQ was passing
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6WWR was passing
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6WWS was passing
run-log could be
6WWT was passing
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6WWU was passing
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Its run-log could be
PDB 6X1C was passing
Its run-log could be
PDB 6X1E was passing
Its run-log could be
PDB 6X1F was passing
Its run-log could be
PDB 6XER was passing
Its run-log could be
PDB 6XES was passing
Its run-log could be
PDB 6XET was passing
Its run-log could be
PDB 6XH8 was passing
Its run-log could be
PDB 6XHS was passing
Its run-log could be
PDB 6XKN was passing
Its run-log could be
PDB 6XKO was passing
Its run-log could be
PDB 6XL9 was passing
Its run-log could be
PDB 6XLJ was passing
Its run-log could be
PDB 6XLL was passing
Its run-log could be
PDB 6XLV was passing
Its run-log could be
PDB 6XLW was passing
Its run-log could be
PDB 6XLX was passing
Its run-log could be
PDB 6XTZ was passing
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found in B6XLWES
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found in BA6XLXE
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run-log could be found in B6XTZE
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7ABI was passing
run-log could be
7AC5 was passing
run-log could be
7AHX was passing
run-log could be
7AID was passing
run-log could be
7AIF was passing
run-log could be
7AIG was passing
run-log could be
7AII was passing
run-log could be
7AIJ was passing
run-log could be
7ALR was passing
run-log could be
7AU5 was passing
run-log could be
7AUE was passing

test before but
found in B7ABIE
test before but
found in B@7AC5E
test before but
found in B7AHXE
test before but
found in B7AIDE
test before but
found in B7AIFE
test before but
found in B7AIGE
test before but
found in B7AIIE
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found in B7AIJE®
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found in B7ALRE
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7BOG was passing
run-log could be
7B51 was passing
run-log could be
7BES was passing
run-log could be
7BIX was passing
run-log could be
7BL7 was passing
run-log could be
7BM8 was passing
run-log could be
7BUJ was passing
run-log could be
7C7I was passing
run-log could be
7C7J was passing
run-log could be
7CBZ was passing
run-log could be
7CDA was passing
run-log could be
7CE6 was passing
run-log could be
7CE8 was passing
run-log could be
7CEK was passing
run-log could be
7CLD was passing
run-log could be
7CND was passing
run-log could be
7CNM was passing
run-log could be
7CNN was passing
run-log could be
7CNO was passing
run-log could be
7CPD was passing
run-log could be
7CPQ was passing
run-log could be
7D73 was passing
run-log could be
7D74 was passing
run-log could be
7D7V was passing
run-log could be
7D7W was passing
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run-log could be
7D7X was passing
run-log could be
7D7Y was passing
run-log could be
7D7Z was passing
run-log could be
7DAD was passing
run-log could be
7DAE was passing
run-log could be
7DAF was passing
run-log could be
7DB9 was passing
run-log could be
7DBA was passing
run-log could be
7DBB was passing
run-log could be
7DBC was passing
run-log could be
7DBD was passing
run-log could be
7DBG was passing
run-log could be
7DJT was passing
run-log could be
7DMZ was passing
run-log could be
7DNO® was passing
run-log could be
7DON was passing
run-log could be
7DP8 was passing
run-log could be
7DPT was passing
run-log could be
7DPW was passing
run-log could be
7DVQ was passing
run-log could be
7E1T was passing
run-log could be
7E4P was passing
run-log could be
7E4Q was passing
run-log could be
7E4R was passing
run-log could be
7E4Y was passing
run-log could be
7E4Z was passing
run-log could be
7ECD was passing
run-log could be
7ELP was passing
run-log could be
7ELQ was passing
run-log could be
7ELR was passing
run-log could be
7ELS was passing
run-log could be
7EMJ was passing
run-log could be
7EN3 was passing
run-log could be
7EOG was passing
run-log could be
7EOK was passing
run-log could be
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NOTE: 14006 PDB's passed the tests but was not listed in reference results.

To update reference results please copy the files below into the main repository:
reference-results.full.new.json = main repository@§ as tests/benchmark/tests/scientific/
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protein_data bank diagnostic/reference-results.full.json

blocklist.full.new.json — §¥main repository@§ 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)



