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Supplemental Material

We selected a set of 300 non-redundant proteins from different families of the PDB,
for completeness here we report the list of PDB Ids.

labt lapj lerk 1f3g lhme 1lxa 1phh 1srs lygs 2pgk 4cat
1la6j laqgt lern 1fbl 1lhmy lmas 1pkp 1sto lypt 2pia 4cpa
la6q laua lcse 1fbp lhnr 1mat 1pls 1svb 1ytf 2pna 4dfr
la74 lay?2 lctf 1fgp lhoe lmbb  1pmc 1svq lyua 2por 4enl
laa0 1bco lctm 1fha 1hp8 1mbn 1png 1tbd 1znf 2prf 4gcr
laa2 1bds lctt 1fib 1hpl 1mka 1poi 1tfe 2abk 2sbl 4icd
laa7 1beo lcuk 1fkf 1hqi 1mla 1ppr 1tfr 2atc 2sic 4tln
lab3  1bfm lcyc 1fmp 1htt Immo lpre 1tim 2bn2 2sns Sacn
labv  lbgw 1d66 1fmt 1lhxp lmsa 1ptq 1tnd 2cab 2spc 5adh
laca 1bia ldaa 1fps lhyp 1msk lpya 1tnf 2cdv 2stv Srsa
lacc 1bkj 1dch 1fre lilb 1nkl 1pyd 1toh 2chs 2taa Tahl
lacp 1bks 1ddf 1frs liba 1nre 1pys 1tpm 2cna 2tpi 9api
lad2 1ble ldea 1frv lice 1Inxb lqcq 1trk 2cpk 2trt

lad3 1lbmc  1ldef 1fsz ljdw 1nzy 1rbp luag 2cpl 2tsl

ladn  1bp2 1dhy 1fts ljsg locc 1rei lubq 2cpp 2tsc

ladt 1bpl 1div 1fua 1jud loen 1rhd ludg 2cts 2wrp

lae9 1bvh 1dkg 1fui 1kbp lois 1rie lutg 2cyp 3eca

laep  1lbvp 1dkz 1fuq 1knb lord 1rla lvde 2dnj 3fis

lafp 1bw3  1dms lgds 1kpt losp 1rnt 1vhh 2gbp 3grs

lag2 1cha 1dnp 1gln llay lotf 1rss 1vih 2gls 3icb

lagr lcby ldog lglu 1lba lovo 1sat 1vii 2hgf 3ldh

lah?7 lcde 1dpr lglv 11bd lpax 1sbt lvin 2hmg  3mdd

lahj 1cfe 1dsb 1gof 1lbe 1pbw 1sei lvmo 2hmx 3mon

laiw 1chce lecl 1gpb 1lbu 1pcf 1sig lvnc 2hpr  3pgm

lakl lchd lecr 1gpd 1lci 1pcp 1skn 1vpu 2kau 3pmg

lalk 1cks lefn 1gph lleh 1pda 1slu lvsg 2lyz 3rub

lao6 lcla left lgpm llgh 1pdg 1sly 1whi 2pab 3sdp

laol lcma lefv 1grl 1lis 1pdo 1smn 1xrc 2pad 4aah

laop 1col lema 1gss 11kt 1pdr 1sox lycq 2pf2 4ape

laor lcoo lerp lhip 1lts 1pfk 1spp lyer 2pgd 4bcl

Table 1. The PDB Ids of our data set of non-redundant proteins.

In Figure 1 the cluster separation is highlighted by plotting the distribution of
distances between the centroids of each cluster and the elements of all 3 clusters.



March 5, 2008 16:17 WSPC/INSTRUCTION FILE CGZ-jbcb-suppl

2 Comin, Guerra, Zanotti

Clusters Distribution Clusters Distribution
0000 20000
1500
25000
500
1100
20000 |
2 W Cluster 1 Frw M Cluster 1
£ £
5 B Cluster 2 H |,  Cluster 2
S sa0m S wom
o M Cluster 3 o W Cluster 3
8 8 It
w L 6000
100m
a0
4000 1 1 | |
e
|” || H" N ’ il
& | | Y I L || M ' o
15 8131721252 3 % 4 45485 5 6 &5 8737 61 85 8 5 7 101 1081063 13 177 120 18 1 6 21 2 3 B 4 & 5 % s 6 71 78 81 8 o1 % 101106 11 15 121 125 31
Distance Distance

(a) (b)

Clusters Distribution

200

2000
o W Cluster 1
2
g H Cluster 2
z | W Cluster 3
fragteee) ]

<o

.

1B N 2 % 3 B A4 A5 S % 61 B 71 76 B & 91 % 101 105 11 11 121 126 130
Distance

()

Fig. 1. Distribution of distances from the centroids of each cluster: (a) Cluster 1, (b) Cluster 2,
and (c) Cluster 3.



