
Figure S1: (A) Chemical Shift Index of mutant PDZ1120 (Glu61->Gly61) obtained from PECAN analysis.  
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Figure S2

Figure S2: Chemical shift difference plot between the free and CFTR-C peptide bound (A) PDZ1120

 

and (B) PDZ2270

 

domains. The weighted difference was calculated using the relation Δ

 



 

√

 

( (HN)2 + (N/5)2

 

).  Corresponding overlay of 
15N-HSQC spectra: (C) PDZ1120

 

and (D) PDZ2270

 

domain in the presence (black) and absence of CFTR-C peptide (blue) 
at 288 K.  Typical protein concentrations are 400 M

 

complexed

 

with 1-2 fold excess peptides in buffer at pH 7.5.  
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Figure S3: Spectral density function of apo

 

(A) PDZ1120

 

and (B) PDZ2270

 

domain at nitrogen frequency, J(N

 

), 
calculated from relaxation measurements at 500 MHz in the presence (red) and absence of CFTR-C peptide 
(blue).  
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Figure S4

Figure S4: Spectral density function of apo

 

(A) PDZ1120

 

and (B) PDZ2270

 

domain at zero frequency, J(0), 
calculated from relaxation measurements at 500 MHz (blue) and 900 MHz (red).  
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•
 

Position weight matrices calculated from 
protein sequence at website 
(http://sbi.postech.ac.kr/pdz/)
authored by Sanguk

 
Kim.

http://sbi.postech.ac.kr/pdz/


PDZ1 domain Specificity Prediction
Submission  | Instructions  | Contact

RESULTS

Query sequence

GIDPFTLPRL CCLEKGPNGY GFHLHGEKGK LGQYIRLVEP GSPAEKAGLL AGDRLVEVNG
ENVEKETHQQ VVSRIRAALN AVRLLVVDPE TDEQLQKLGV QVREELLRAQ EAPGQA

Alignment & Pocket residues

Reference reprRIVIHRGSTGLGFNIVGGEDGEGIFISFILAGGPADLSGELRKGDQILSVNGVDLRNASHEQAAIALKNAGQTVTIIAQykp
Query     tlprLCCLEKGPNGYGFHLHGEKGKLGQYIRLVEPGSPAEKAG-LLAGDRLVEVNGENVEKETHQQVVSRIRAALNAVRLLVVdpe
Pocket -3 -----------------*-*----------**------------------------------------------------------ (HHRL )
Pocket -2 ------------------*--------------------------------------------**--*--*--------------- (LHQVI )
Pocket -1 ----------------**-------------*-------------------------------------*---------------- (FHLR )
Pocket  0 ----------------*-*------------------------------------------------*--**-------------- (FLVIR )

PWM

Position A V L I P M F W G S T C N Q Y D E K R H

-3 1.8 0.3 1.2 2.9 -0.5 -2.1 -2.1 1.9 -2.1 -2.1 1.0 -2.1 0.6 0.9 -2.1 1.7 3.1 -2.1 -2.1 1.1

-2 -2.1 -0.7 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 0.3 4.6 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 0.3 -2.1 -2.1

-1 -2.1 -0.5 3.4 1.6 0.1 -0.5 2.2 2.4 -2.1 -1.2 -2.1 -2.1 -2.1 -2.1 0.5 2.8 -0.8 0.3 2.2 -0.1

0 -2.1 -0.5 4.3 -0.5 -2.1 -0.5 2.7 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1

List of predicted interacting partners (Top 50 high scored proteins)
(Download the whole rank list)

Rank C term. Score Description

Structural Bioinformatics Lab.

Results http://sbi.postech.ac.kr/pdz/process.php

1 of 1 9/17/2012 10:01 AM



PDZ2 domain Specificity Prediction
Submission  | Instructions  | Contact

RESULTS

Query sequence

GIDPFTLRPR LCTMKKGPSG YGFNLHSDKS KPGQFIRSVD PDSPAEASGL RAQDRIVEVN
GVCMEGKQHG DVVSAIRAGG DETKLLVVDR ETDEFFKKCR VIPSQEHLNG PLPVPFTNGE
IQKENSR

Alignment & Pocket residues

Reference reprRIVIHRGSTGLGFNIVGGEDGEGIFISFILAGGPADLSGELRKGDQILSVNGVDLRNASHEQAAIALKNAGQTVTIIAQykp
Query     lrprLCTMKKGPSGYGFNLHSDKSKPGQFIRSVDPDSPAEASG-LRAQDRIVEVNGVCMEGKQHGDVVSAIRAGGDETKLLVVdre
Pocket -3 -----------------*-*----------**------------------------------------------------------ (NHRS )
Pocket -2 ------------------*--------------------------------------------**--*--*--------------- (LHGVI )
Pocket -1 ----------------**-------------*-------------------------------------*---------------- (FNSA )
Pocket  0 ----------------*-*------------------------------------------------*--**-------------- (FLVIR )

PWM

Position A V L I P M F W G S T C N Q Y D E K R H

-3 -0.5 0.4 0.9 2.2 -0.6 -2.1 -2.1 1.3 -2.1 3.8 0.9 -2.1 0.4 0.4 -2.1 2.7 1.2 -2.1 -2.1 -2.1

-2 -2.1 -0.7 -2.1 -2.1 -2.1 -2.1 -0.5 -2.1 -2.1 1.9 4.5 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1

-1 0.3 -2.1 0.1 0.1 -2.1 1.1 0.7 4.0 -2.1 1.4 1.5 -2.1 0.6 0.3 1.1 -0.7 0.3 0.3 1.6 1.1

0 -2.1 -0.5 4.3 -0.5 -2.1 -0.5 2.7 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1 -2.1

List of predicted interacting partners (Top 50 high scored proteins)
(Download the whole rank list)

Rank C
term. Score Description

1 STRL 14.12
ENSMUSP00000024575 pep:known chromosome:GRCm38:17:7170115:7303313:1 gene:ENSMUSG00000023809 transcript:ENSMUST00000024575 gene_biotype:protein_coding
transcript_biotype:protein_coding

1 STRL 14.12
ENSMUSP00000109078 pep:known chromosome:GRCm38:19:6535845:6543019:-1 gene:ENSMUSG00000061742 transcript:ENSMUST00000113451 gene_biotype:protein_coding
transcript_biotype:protein_coding

1 STRL 14.12
ENSMUSP00000117876 pep:known chromosome:GRCm38:5:114897742:114912226:1 gene:ENSMUSG00000029561 transcript:ENSMUST00000144064 gene_biotype:protein_coding
transcript_biotype:nonsense_mediated_decay

1 STRL 14.12
ENSMUSP00000119166 pep:known chromosome:GRCm38:4:149449687:149453424:-1 gene:ENSMUSG00000028996 transcript:ENSMUST00000148596 gene_biotype:protein_coding
transcript_biotype:nonsense_mediated_decay

5 STTL 14.03
ENSMUSP00000027372 pep:known chromosome:GRCm38:1:74153989:74160610:1 gene:ENSMUSG00000026180 transcript:ENSMUST00000027372 gene_biotype:protein_coding
transcript_biotype:protein_coding

5 STTL 14.03
ENSMUSP00000102512 pep:known chromosome:GRCm38:1:74153994:74161238:1 gene:ENSMUSG00000026180 transcript:ENSMUST00000106899 gene_biotype:protein_coding
transcript_biotype:protein_coding

5 STTL 14.03
ENSMUSP00000052230 pep:known chromosome:GRCm38:7:48388526:48389648:1 gene:ENSMUSG00000050870 transcript:ENSMUST00000056676 gene_biotype:protein_coding
transcript_biotype:protein_coding

5 STTL 14.03
ENSMUSP00000101514 pep:known chromosome:GRCm38:4:133847290:133887797:-1 gene:ENSMUSG00000003644 transcript:ENSMUST00000105894 gene_biotype:protein_coding
transcript_biotype:protein_coding

5 STTL 14.03
ENSMUSP00000126774 pep:known chromosome:GRCm38:4:133847294:133874731:-1 gene:ENSMUSG00000003644 transcript:ENSMUST00000168974 gene_biotype:protein_coding
transcript_biotype:protein_coding

5 STTL 14.03
ENSMUSP00000003741 pep:known chromosome:GRCm38:4:133847294:133887784:-1 gene:ENSMUSG00000003644 transcript:ENSMUST00000003741 gene_biotype:protein_coding
transcript_biotype:protein_coding

5 STTL 14.03
ENSMUSP00000121341 pep:known chromosome:GRCm38:4:133847825:133872313:-1 gene:ENSMUSG00000003644 transcript:ENSMUST00000157067 gene_biotype:protein_coding
transcript_biotype:protein_coding

5 STTL 14.03
ENSMUSP00000134507 pep:known chromosome:GRCm38:4:133847963:133886283:-1 gene:ENSMUSG00000003644 transcript:ENSMUST00000174481 gene_biotype:protein_coding
transcript_biotype:protein_coding

5 STTL 14.03
ENSMUSP00000119328 pep:known chromosome:GRCm38:4:133848052:133873039:-1 gene:ENSMUSG00000003644 transcript:ENSMUST00000137486 gene_biotype:protein_coding
transcript_biotype:protein_coding

14 SSWL 13.97
ENSMUSP00000119716 pep:known chromosome:GRCm38:10:60715229:60752783:-1 gene:ENSMUSG00000020100 transcript:ENSMUST00000150845 gene_biotype:protein_coding
transcript_biotype:nonsense_mediated_decay

15 STSL 13.96
ENSMUSP00000117731 pep:known chromosome:GRCm38:10:73821883:74632664:1 gene:ENSMUSG00000052613 transcript:ENSMUST00000129404 gene_biotype:protein_coding
transcript_biotype:protein_coding

15 STSL 13.96
ENSMUSP00000101066 pep:known chromosome:GRCm38:10:73821883:74632664:1 gene:ENSMUSG00000052613 transcript:ENSMUST00000105426 gene_biotype:protein_coding
transcript_biotype:protein_coding

15 STSL 13.96
ENSMUSP00000122911 pep:known chromosome:GRCm38:10:73821883:74632664:1 gene:ENSMUSG00000052613 transcript:ENSMUST00000131321 gene_biotype:protein_coding
transcript_biotype:protein_coding

15 STSL 13.96
ENSMUSP00000121939 pep:known chromosome:GRCm38:10:73821883:74632664:1 gene:ENSMUSG00000052613 transcript:ENSMUST00000126920 gene_biotype:protein_coding
transcript_biotype:protein_coding

15 STSL 13.96
ENSMUSP00000122940 pep:known chromosome:GRCm38:10:73821883:74632664:1 gene:ENSMUSG00000052613 transcript:ENSMUST00000147189 gene_biotype:protein_coding
transcript_biotype:protein_coding

15 STSL 13.96
ENSMUSP00000101064 pep:known chromosome:GRCm38:10:73821883:74632664:1 gene:ENSMUSG00000052613 transcript:ENSMUST00000105424 gene_biotype:protein_coding
transcript_biotype:protein_coding

15 STSL 13.96
ENSMUSP00000090076 pep:known chromosome:GRCm38:10:73821883:74632664:1 gene:ENSMUSG00000052613 transcript:ENSMUST00000092420 gene_biotype:protein_coding
transcript_biotype:protein_coding

15 STSL 13.96
ENSMUSP00000101069 pep:known chromosome:GRCm38:10:73821883:74632664:1 gene:ENSMUSG00000052613 transcript:ENSMUST00000105429 gene_biotype:protein_coding
transcript_biotype:protein_coding

Results http://sbi.postech.ac.kr/pdz/process.php

1 of 2 9/17/2012 10:08 AM
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