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Molprobity and proQ for GOD_IPBCC_1CF3
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Pfam domain architecture search within the sequences of GOD_IPBCC_1CF3
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ProQ - Results

Prediction not using predicted secondary structure
(OBS: By using predicted secondary structure the prediction will be more reliable)

Predicted LGscore : 6.944
Predicted MaxSub : 0.531

Different ranges of quality:
LGscore>1.5 fairly good model
LGscore>2.5 very good model
LGscore>4 extremly good model

MaxSub>0.1 fairly good model
MaxSub>0.5 very good model
MaxSub>0.8 extremly good model
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Analysis output: all-atom contacts and Duke Biochemistry

geometry for god-nit-smFH.pdb

Duke University School of Medicine

Summary statistics

All-Atom [Clashscore, all atoms: P 09" percentile’ (N-1784,all resolutions)
Contacts [Clashscore is the number of serious steric overlaps (> 0.4 A) per 1000 atoms.
[Poor rotamers n [0.86% [Goal: <0.3%
[Favored rotamers 149 9635%  [Goal: >98%
[Ramachandran outliers 0 [Goal: <0.05%
Protein Ramachandran favored S T
Geometry [MolProbity score” _ 197 percentile” (N=27675, 0A - 99A)
[CB deviations >0.25A 7 [0.38%
Bad bond = —
Bad angle B/ oen Gon
_ (Cis Prolines: 1/25 [.00% [Expected: <1 per chain, or <5%
Peptide Omegas s .
[Cis nonProlines: [[755%  [p18% [Goal <0.05%
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Prediction not using predicted secondary structure
(OBS: By using predicted secondary structure the prediction will be more reliable)

Predicted LGscore : 6.815
Predicted MaxSub : 0.526

Different ranges of quality:
LGscore>1.5 fairly good model
LGscore>2.5 very good model
LGscore>4 extremly good model

MaxSub>0.1 fairly good model
MaxSub>0.5 very good model
MaxSub>0.8 extremly good model
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Analysis output: all-atom contacts and

geometry for 1cf3FH.pdb

Duke Biochemistry
Duke University School of Med

Summary statistics

All-Atom [Clashscore, all atoms: (78 [100® percentile’ (N=773, 190A = 0.254)

Contacts [Clashscore is the number of serious steric overlaps (> 0.4 A) per 1000 atoms.
[Poor rotamers g Lo7% [Goal: <0.3%
[Favored rotamers m 9528%  [Goal:>98%
[Ramachandran outliers o 0% [Goal: <0.05%

Protein [Ramachandran favored /560 9672%  [Goal: >98%

Geometry [MolProbity score” _ [100™ percentile” (N=12147, 1.90A = 0.254)
[CB deviations >0.254 o po%  [Goak0
Badbonds: Y
Bad angles: [Bo76sa [060% [Goal: <0.1%

Peptide Omegas [Cis Prolines: 1/25 [4.00% [Expected: <1 per chain, or <5%
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Prediction not using predicted secondary structure
(OBS: By using predicted secondary structure the prediction will be more reliable)

Predicted LGscore : 7.009
Predicted MaxSub

Different ranges of quality:
LGscore>1.5 fairly good model
LGscore>2.5 very good model
LGscore>4 extremly good model

MaxSub>0.1 fairly good model
MaxSub>0.5 very good model
MaxSub>0 8 extremlv acod model
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ProQ - Results

Prediction not using predicted secondary structure
(OBS: By using predicted secondary structure the prediction will be more reliable)

Predicted LGscore : 6.834
Predicted MaxSub : 0.553

Different ranges of quality:
LGscore>1.5 fairly good model
LGscore>2.5 very good model
LGscore>4 extremly good model

MaxSub>0.1 fairly good model
MaxSub>0.5 very good model
MaxSub=>0.8 extremly good model
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Analysis output: all-atom contacts and Duke Biochemistry
geometry for 5n|tFdeb Duke University School of Med:

Summary statistics

All-Atom [Clashscore, all atoms: B3 [os™ percentile’ (N<778, 187A = 0254)

Contacts [Clashscore is the number of serious steric overlaps (> 0.4 A) per 1000 atoms.
[Poor rotamers 3 127% [Goal: <0.3%
[Favored rotamers 152 9576%  [Goal: >98%
[Ramachandran outliers o po%  [Goal:<0.05%

Protein [Ramachandran favored [559 9655%  [Goal: >98%

Geometry [MolProbity score” _ 195 percentile” (N=11964, 1.87A = 0.25A)
[CB deviations >0.25A B [0.56% Goal: 0
Bad bond 07785 2% st
Bad angles: pe7es29 0% [Goal:<0.1%

Peptde Omegs (Cis Prolines: 1/25 [.00% [Expected: <1 per chain, or <5%

[Cis nonProlines: [[75%  pa8% [Goal:<0.05%

In the two column results, the left column gives the raw count, right column gives the percentage.

* 100t percentile s the best among structures of comparable resolution; 0th percentile is the worst. For clashscore the comparative set of structures was selected in 2004, for Mol Probity score in 2006.
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Analysis output: all-atom contacts and Duke Biochemistry

geometry for god-ipb-1cf3FH.pdb

Duke University School of Medicine

Summary statistics

All-Atom [Clashscore, all atoms: P38 [o9% percentile’ (N=1784, all resolutions)

Contacts [Clashscore is the number of serious steric overlaps (> 0.4 A) per 1000 atoms.
[Poor rotamers o po0% [Goal: <03%
[Favored rotamers 150 9657%  [Goal: >98%
[Ramachandran outliers o po0% [Goal: <0.05%

Protein [Ramachandran favored /555 9585%  [Goal: >98%

Geometry [MolProbity score” _ [100™ percentile” (N=27675, 0A - 99A)
[CB deviations >0.25A 7 [0.38% Goal: 0
Bad bonds: p7es52 poo%  [Goal:0%
Bad angles: 7oz p35% [Goal: <01%

Peptide Omegas [Cis Prolines: 1/25 [4.00% [Expected: <1 per chain, or <5%





