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Table 1. Number of pair-groups in different pair-group datasets (Test-set 1)

%identity <100 <99 <98 <95 <90| <80 <70 <60 <50 <40
Number 1593 955 725 665 638 566 523 454| 334 230

Table 2. Number of pair-groups and predicting performance (AUC) after filtering on minimal HSP length
(Test-set 1)

HSP-length |20 >25 >50 [275 [2100 [2125 [»150 [»175 |>200 [»225 |>250 [>275 | %iden
AUC 0.517| 0.518| 0.521| 0.528| 0.551 0.576| 0.583| 0.596| 0.591 0.593| 0.599| 0.599
Number 1593 1525 1053 647, 317| 206| 152 124/ 110 67 54 38 <100
AUC 0.517| 0.518| 0.519| 0.525| 0.556| 0.587| 0.618| 0.64| 0.647| 0.638| 0.639| 0.639
Number 955 915/ 619 395 150 93 56 42 32 18 13 10, <99
AUC 0.524| 0.525| 0.53| 0.543| 0.559| 0.583| 0.617| 0.642] 0.65| 0.643| 0.645| 0.645|
Number 725/ 686 436 242 138 88 54 42 31 17 13 10| <98
AUC 0.525| 0.526| 0.531| 0.546| 0.557 0.582| 0.617| 0.641| 0.652| 0.644| 0.649| 0.648
Number 665 623 400 220 125 79 48 37 26 12 8 5 <95
AUC 0.522| 0.524| 0.527| 0.541| 0.56| 0.582| 0.616| 0.637| 0.643| 0.635 0.645| 0.642
Number 638 596/ 384 211 120 75 45 37 26 12 8 5 <90
AUC 0.522| 0.523| 0.527| 0.546| 0.565 0.59| 0.625| 0.645| 0.646| 0.637| 0.645| 0.642
Number 566 529| 345 190 105 67 41 33 25 12 8 5 <80
AUC 0.524| 0.525| 0.53| 0.544| 0.564  0.593| 0.628| 0.65/ 0.65| 0.636| 0.645| 0.642
Number 523 483 312| 177 92 57 37 30 23 12 8 5 <70
AUC 0.524| 0.526| 0.531| 0.547| 0.565K 0.595| 0.63| 0.644| 0.645| 0.636| 0.645| 0.642
Number 454) 418 268/ 153 81 50 32 27 22 12 8 5 <60
AUC 0.525| 0.528| 0.533| 0.546| 0.57 0.597| 0.621| 0.646| 0.651 0.642 0.676| 0.672
Number 334/ 306 197 108 55 31 23 17 12 8 5 3] <50
AUC 0.524| 0.526| 0.527| 0.529| 0.54/ 0.572| 0.606| 0.623| 0.637| 0.637 0.681| 0.679
Number 230 209 129 64 27 13 8 7 4 4 3 2| <40

Table 3. Number of pair-group and AUC after filtering on minimal HSP length and minimal
sequence length (> 400) (Test-set 1)

HSP-length =0 225 |50 275 2100 2125 =150 (2175 [=200 =225 =250 2275 |%identity
AUC 0.542| 0.542| 0.547| 0.558| 0.578| 0.604| 0.614| 0.63| 0.625 0.68| 0.681 0.678
Number 380 371 284 189 130 99 74 60 52 20 17 10| <100
AUC 0.534| 0.534| 0.542| 0.561 0.592 0.613| 0.661 0.673| 0.687| 0.676| 0.672 0.669
Number 198 194 147 91 56 43 24 21 16 6 3 2l <99
AUC 0.535| 0.535| 0.544| 0.559| 0.584| 0.601| 0.66| 0.678| 0.695K 0.684| 0.672 0.669
Number 181 177) 136 85 53 41 23 20 15 5 3 2| <98
AUC 0.54| 0.54| 0.547| 0.564| 0.59| 0.608 0.659 0.675| 0.695 0.684| 0.672 0.669
Number 171 165/ 125 78 48 38 23 20 15 5 3 2| <95
AUC 0.533| 0.534| 0.541| 0.556| 0.591] 0.606/ 0.651 0.671| 0.688| 0.683| 0.662| 0.653
Number 165 159 119 75 47 38 23 20 15 5 3 2l <90
AUC 0.541| 0.542| 0.549| 0.571| 0.611 0.628| 0.675| 0.694| 0.694| 0.684| 0.662| 0.653
Number 140, 136/ 103 63 37 30 19 16 14 5 3 2 <80
AUC 0.541| 0.542| 0.551| 0.574| 0.621] 0.639| 0.677| 0.687| 0.688 0.68| 0.662| 0.653
Number 121 117 87 57 32 25 17 15 13 5 3 2 <70
AUC 0.545| 0.546| 0.561| 0.592| 0.637| 0.658| 0.687| 0.685| 0.683 0.68| 0.662| 0.653
Number 102 97 69 43 27 21 15 14 13 5 3 2| <60
AUC 0.532| 0.534| 0.551| 0.588| 0.638| 0.636/ 0.659] 0.67| 0.672 0.674| 0.662| 0.653
Number 77 75 52 28 17 15 11 9 8 4 3 2| <50
AUC 0.512| 0.511| 0.506| 0.498| 0.485| 0.485 0.489

Number 54 51 31 12 2 2 1 <40




Figure 1. The different trends of SH scores at three
kinds of positions with increasing minimal sequence

length (0 to 600) of homodimer query sequences. 0 050 —+ Interface
means sequences which have longer than 0 sequence j —— Surface
length (i.e., all sequences). The SH of interacting sites 0.45 4 —— Buried
was lowest and remained rather stable with increasing
minimal sequence length. (Test-set 1)
0.40 -|
T
7
g 035
o
[
>
< 0.30
0.25 -
0.20 —r
0 100 200 300 400 500 600
sequence length
A B
0.70 4 0.70 4
Seq Identity
0.68 4 0.68 -
0.66 | % 0.66 -|
0.64 - 0.64 - Seq Identity
——100
S 062+ S o062 99
< <
& 0604 2 060 ——98
o Y —— 9%
g 0.58 S g 0.58 ——90
0.56 - 0.56 - 80
——70
0.54 0.54 ——60
0.52 4 0.52 o
T T T T ) T T T T )
0 50 100 150 200 250 0 50 100 150 200 250
HSP length HSP length (Seq_length >400)

Figure 2. (A) Average AUC with the increasing HSP-length from 0 to 225. Each line shows one dataset with identity cutoff. (B) Average
AUC versus HSP-length and minimal sequence length 400 for datasets with different identity cutoff. The AUC with the dataset filtering at
40% is not shown because a limited number of groups remain. (Test-set 1)

Figure 3. ROC-plots measuring performance of 10
interface prediction at different HSP-length with
minimal sequence length 400 (<80% ID dataset). The 1 175
diagonal line represents a random prediction. (Test-set
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Figure 4. ROC-plots measuring interface prediction
performance of the two best scoring proteins in our
dataset. The diagonal line represents a random

prediction.

Figure 5. Exploring performance of
different e value cut-off dataset. For
example, -10' means 107", 'Mixed' means
pair groups mixed in at most 20% monomer
sequences to the interacting sub-group and
at most 20% homodimers to monomer sub-
group (20% homodimers, 80% monomers);
'the lower e value' represent using the
lower e-value of the two as the same cut-off
to separate H/M and M/H to form new
groups. The x-axis represents the minimal
HSP-length. (Test-set 1)

Figure 6. Exploring performance of
different e value cut-off dataset. For
example, '-10' means 10"°. 'Mixed' means
pair groups mixed in at most 20% monomer
sequences to the interacting sub-group and at
most 20% homodimers to monomer sub-
group (20% homodimers, 80% monomers);
'the lower e value' represent using the lower
e-value of the two as the same cut-off to
separate H/M and M/H to form new groups.
The x-axis represents the minimal HSP-
length. All the datasets should have a
sequence length longer than 400. (Test-set
1)
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Fig 7. Average AUC of members in per CATH superfamily (Complete Test-set 1)
The various CATH superfamilies are ordered by Decreasing abundance.
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Fig 8. Average AUC of members in per CATH superfamily (Selected Test-set 1)
The various CATH superfamilies are ordered by Decreasing abundance.



Table 4. Number of pair-group and performance of different e_value cut-off dataset. (All dataset are
filtering on minimal HSP length.) (Test-set 1)

Hsp-length 0 25 50 75/ 100] 125 150, 175 200 Dataset*
AUC 0.517| 0.518/ 0.52 0.528 0.551 0.575| 0.583| 0.598| 0.592 e value< 0
Number 1528| 1463 1030, 636/ 312 205/ 151 123 110
AUC 0.517| 0.518| 0.521| 0.529 0.554| 0.577| 0.584| 0.599| 0.592 e value < -1
Number 1422| 1366| 971 601 294 199 150, 122| 109
AUC 0.518| 0.52| 0.523| 0.53 0.554| 0.577| 0.583| 0.597| 0.59 e value < -2
Number 1359| 1307 936/ 583 285 193] 148 121| 108
AUC 0.517| 0.519 0.521| 0.528 0.553 0.577| 0.582| 0.596| 0.59 e value < -3
Number 1309| 1263 903] 570, 280 191| 147 120 108
AUC 0.521| 0.522| 0.523| 0.53 0.554 0.577| 0.586| 0.597| 0.591 e value < -4
Number 1246| 1204 862 548 271 188 144, 119 107
AUC 0.519, 0.52| 0.524| 0.529 0.553 0.576| 0.583| 0.594| 0.589 e value < -5
Number 1197| 1160, 843 538 268 187 143 119 107
AUC 0.522| 0.523| 0.527| 0.533 0.562 0.584| 0.592| 0.604| 0.599 e value < -10
Number 1055| 1030, 767| 490] 248 174 133 111] 102
AUC 0.523| 0.523| 0.524| 0.525| 0.551| 0.57| 0.581| 0.593| 0.59 e value < -20
Number 802| 794/ 595 389 181 129 101 87 82
AUC 0.514| 0.514| 0.514| 0.511] 0.531| 0.543| 0.547| 0.552| 0.548 e value < -30
Number 630| 625 467 313 124 83 62 53 50
AUC 0.513| 0.513| 0.512| 0.51] 0.533| 0.547| 0.557| 0.557| 0.556 e value < -40
Number 544| 541) 408 287 109 74 55 53 50
AUC 0.512| 0.512| 0.511| 0.511] 0.535| 0.543| 0.552| 0.552| 0.55 e value < -50
Number 500, 498 374/ 269 97 72 55 53 50
AUC 0.512| 0.512] 0.512| 0.516| 0.534| 0.544| 0.554| 0.554| 0.552 e _value < -60
Number 423 421 328 234 90 68 53 51 48
AUC 0.515| 0.516| 0.516| 0.523 0.521| 0.533| 0.543| 0.543| 0.54 e value < -70
Number 258 256/ 178 98 68 49 38 36 33
AUC 0.516| 0.517| 0.516| 0.521| 0.522| 0.532| 0.541| 0.543| 0.537 e value < -80
Number 240, 238 166 89 63 46 35 33 31
AUC 0.515| 0.516| 0.516| 0.52| 0.519 0.528| 0.537| 0.538| 0.537 e value < -90
Number 208) 206/ 145 85 61 44 35 33 31
AUC 0.514| 0.514| 0.514| 0.521] 0.519 0.529| 0.538| 0.539| 0.538 e_value < -100
Number 192 191 135 81 60 43 34 33 31
AUC 0.511| 0.511] 0.522| 0.523 0.52| 0.523| 0.528| 0.529| 0.525 e_value < -120
Number 136/ 136 99 58 43 32 27 26 24
AUC 0.522| 0.523| 0.528| 0.539 0.558 0.585| 0.592| 0.606| 0.603| The lower e_value
Number 1216| 1175 829 486 247 167 128 109 96
AUC 0.517| 0.518| 0.521| 0.528 0.551 0.576| 0.583| 0.596| 0.591 Orignal
Number 1593| 1525 1053 647 317, 206/ 152 124 110
AUC 0.504| 0.504| 0.5/ 0.491 0.544| 0.561| 0.57| 0.578| 0.573 Mixed(polluted)
Number 1593| 1525 1053 647 317, 206/ 152 124 110

*e.g. -10 means e-values are lower than 107(-10)




Table 5. Number of pair-group and performance of different e_value cut-off dataset. (All dataset are
filtering on minimal HSP length and minimal sequence length >400 aa) (Test-set 1)

Hsp-length 0 25 50 75/ 100] 125 150, 175 200 Dataset*
AUC 0.543| 0.543| 0.546| 0.559| 0.578 0.601| 0.611 0.631 0.626 e value<0
Number 376/ 367 281 186 128 99 74 60 52

AUC 0.542| 0.543| 0.547| 0.562| 0.58 0.601| 0.611 0.631 0.626 e value<-1
Number 359 350, 271 181 128 99 74 60 52

AUC 0.541) 0.541 0.549| 0.564| 0.58 0.601 0.611 0.63 0.625 e value < -2
Number 352| 343 268 179 127 98 74 60 52

AUC 0.54| 0.54| 0.549| 0.566| 0.579| 0.601| 0.611 0.63) 0.625 e value < -3
Number 342| 333 261 174 127 98 74 60 52

AUC 0.548| 0.548| 0.554| 0.57| 0.585| 0.601| 0.612] 0.63| 0.625 e value< -4
Number 331 322 250 169 124 98 74 60 52

AUC 0.537| 0.537| 0.549| 0.566| 0.58 ~ 0.6] 0.61 0.629 0.627 e value< -5
Number 328/ 319 248 168 124 98 74 60 52

AUC 0.542| 0.542| 0.554| 0.573| 0.588 0.605| 0.618 0.64| 0.636 e value <-10
Number 293 285 227] 156 118 93 70 56 51

AUC 0.543| 0.543| 0.55| 0.559| 0.572| 0.585| 0.604| 0.631 0.631 e_value < -20
Number 214) 208 164| 115 83 63 49 39 36

AUC 0.527| 0.527| 0.526| 0.526| 0.528 0.533| 0.538 0.552| 0.546 e_value < -30
Number 169 165 127 83 54 36 24 18 16

AUC 0.524| 0.524) 0.523| 0.53| 0.533 0.547| 0.568 0.571 0.572 e_value < -40
Number 140| 138 101 71 48 31 19 18 16

AUC 0.53] 0.53] 0.53| 0.539 0.54 0.536| 0.553| 0.555| 0.553 e_value < -50
Number 125 124 89 62 42 29 19 18 16

AUC 0.526| 0.526| 0.525| 0.533| 0.536| 0.537| 0.553| 0.555 0.553 e_value < -60
Number 116 115 80 56 40 27 19 18 16

AUC 0.521) 0.521) 0.52| 0.526| 0.525| 0.539| 0.553| 0.554| 0.553 e_value < -70
Number 107) 106 74 51 37 25 19 18 16

AUC 0.521) 0.521) 0.518| 0.527| 0.528 0.542| 0.558 0.56| 0.552 e_value < -80
Number 100 99 69 48 36 25 19 18 16

AUC 0.514| 0.514) 0.513| 0.525| 0.526| 0.538| 0.55] 0.552| 0.552 e_value < -90
Number 90 89 61 47 35 24 19 18 16

AUC 0.515| 0.515| 0.512| 0.527| 0.528 0.541| 0.554| 0.557| 0.557 e_value < -100
Number 88 87 59 45 35 24 19 18 16

AUC 0.508| 0.508| 0.523| 0.529| 0.529 0.53) 0.543| 0.546/ 0.54e_value < -120
Number 66 66 42 32 23 18 13 12 10

AUC 0.54| 0.541] 0.55| 0.565| 0.584] 0.61 0.62] 0.642| 0.643 The lower e_value
Number 340 336 258 172 122 96 73 59 51

AUC 0.542| 0.542| 0.547| 0.558| 0.578| 0.604| 0.614| 0.63| 0.625 Orignal
Number 380 371 284 189 130 99 74 60 52

AUC 0.531) 0.53) 0.536| 0.546| 0.563 0.58 0.592| 0.606| 0.602 Mixed(polluted)
Number 380, 371 284 189 130 99 74 60 52

*e.g. -10 means e-values are lower than 10°(-10)




Table 6. Student's t-test and p_values between One cutoff and Original in Fig.8.A (main text)

hsp_length |t_scorep_value
0| 1.8223/0.06854
25| 1.6937|0.09046
50| 1.5317|0.12579
75| 1.1365 0.256
100| 1.4775|0.14013
125| 1.0263| 0.30542
150| 0.8797|0.37978
175| 0.7079|0.47971
200, 0.6791|0.49785

Table 7. Student's t-test and p_values between Mixed and Original in Fig.8.A (main text)

hsp_length |t_scorep_value
0/-4.6857, 3E-006
25/-5.0182| 6E-007
50|-5.7404| 1E-008
75|-6.8154| 1E-011
100 -1.0443| 0.29672
125/-1.7696| 0.07754
150/ -1.387| 0.16648
175/-1.7441 0.0824
200, -1.55| 0.12257

Table 8. List of PDB IDs of all homodimers (Test-set 1)

2RE7  2JEV  3NVR 3C5Q 3GUQ 2PSU 1KNU 1FWX 3FI9  3SLF
3M8F 3I4B 1FFL  3CZ1 1YAV  305C 30GH 1C4K 4FZ2 1CDC
2HOE  3RYR  3KO06  2DLD 2FBQ 1I49 3IIR 1XJJ 2NRK  1BU3
3ZYV  2H80 2VEZ 2769 4H51 43BY 4EC4 2ZW2  3RKO  1LBQ
1QLWw  3ZFL  1MKA  2W4M  1PKV ~ 2GSL  1BQA 1200 1H79  4FHZ
20KK  1S7H  3VUuB  3C4U 4F4] 2RGY ~ 6ADH  3KBL 2XD5  3LO3
2A4C  4JED 4D3J3  2CCD  2BDT  3GOI  3PYI  3USF  2GDR  3DKA
3076 3Jvw  3DzZD 2PCG  1DMN  3VQR 1V13  2ZN9 3GK1  3BQR
1T3Z 3H2P 2CGF  2AYU 2PZZ 1ZMC 1G6O  1J22 4H6U  1YSJ
3ERF  1XOI 1vKC  207P  1WSW 1Y03  2Q3L 4HJR  1SMQ  2QKO
3KWl 2zZvC  2P3E  1VGP  3AY] 1vGw  4ISS 205N  3QFW 1784
4E8E  1BXK  3DOW 3E70 2Y51 1BEC 4IKB  2CUY 1Z0S 3BVB
1HW7  4EU1  1HT5 30CI  4HVC 3B12 3M9F 3PJ6  1JYS  4E04
3ASR  1EOH 2H9F 2RHM 3HOA  4HAE  3F6V  3MY7 4FOL  4BI5
2Z3C  1JwWX  2FGY  2DKJ 1TPH  2C2I  30QD 2IVV  1B15  3PWE
1H3F  3H9P  3DPT 1GGO 2ETR  4G8N  1CQK  3CKV ~ 20WD  3K9G



2H98
1KCX
3C8G
3TB6
2FU3
1YNH
3AJX
1X61I
3D5T
4GPA
3GJu
INXM
4GA6
2QFI
2VTK
2J66
3P8D
1TXT
4ATV
3QGM
1DBT
4EW6
1ICU
2PWP
3V75
4EF8
3BDD
3U3S
3PMR
3BLN
3P1Y
1VQG
1R8K
3LGN
4B0OC
10MO0
2WYT
3NRH
1DXQ
1M38
3R89
2HMA
3RZZ
2YG5
4AZ9
3BOF
1IMC5
2IXA
3SB1
2R11
2I7N
35G5
1J0C
1JLX
3CLK
3UR2
3R6A
3CMR
1CGN
3IB8

2VW8
2I5B
4GZ8
2H84
1GY7
35MQ
3NDO
3F1L
1HO0Z
2BJ0
3K87
2Qv2
1SKZ
3I6J]
2YUT
1U7H
2F5I
3U2L
4H0J
4HCG
3KB1
3C70
4AP8
1K41
w2y
2Y7P
3RBY
3UKM
17P8
2PCo6
2P70
3FF3
201S
1H1W
2704
4FUO
3NDU
1XDB
2DG7
4F22
3ROW
4HVK
10AL
2NNN
1BQ6
2GLZ
3PWI
2A8L
1T3B
4EU9
3U5S
3IT2
3H3L
159C
3HNZ
1UPI
3G8R
3TZI
4GPN
3V0oD

3TSA
1T9K
313G
3EZG
1UJIN
1UQ5
2ED3
3UuC
3MFO
1YDW
2UV1
1YWQ
2IKQ
1UBO
1v94
30IP
3RUF
3136
30A7
2FQM
2PN2
2ABO
2IFC
1TED
2P53
2748
3A2B
3BJX
1BQ1
1EA9
2BOL
3SL7
3F8C
3RM5
2FIP
2UXH
2JE2
2DSJ
3AWH
4UPJ
3BXZ
314U
2FCA
208I
1XA4
3NL9
2WNT
3ZUX
1DP4
3GQF
2E1Q
1X04
1RHC
206Q
2RGS
4FCJ
2ZCG
3F1C
3ZVH
2XLT

3KFC
3F40
2P2X
2JD3
1QRD
4FKC
1X8D
4HF7
1DEK
1B08
3PR8
302R
3JVD
219X
2C72
3TEQ
1G0I
2Y6W
1IXCV
2EUI
1RK4
4DUQ
1XUA
2XEC
4GAH
1LAY
1S4N
1CTN
2PHT
3RW9
3HOS
1L5B
4DYD
3NBE
1BOW
1D7C
3NYD
3KY7
2VSH
3ZGD
30P6
2RG7
3TV8
IMRX
1VON
3B1Q
3LUF
2HGW
2FBI
30RR
3LZZ
30PC
3ISZ
1HKU
1Y9W
3PQ1
1TPU
1B7B
3ECY
13¢5

2716
1CBY
2X69
3K20
2VS0
1X83
9WGA
3LCO
3CP2
2H3G
1VGR
3063
1K49
3QDE
3R6F
3IA6
1Ue8
1GGG
2D66
3G3F
1U50
3HV2
2WTH
1HJ1
3UPL
2AV3
1LWD
106A
3E5X
2Y3H
2G3B
1U3yY
41BP
30HE
2IA0
1FTX
3ICU
1XR4
1YBT
1TYP
1KU9
4A20
3GET
1LBK
2RIT
2NS2
1H2H
3PDB
3TGW
2CWF
3B76
1HSS
1F3A
2RK4
3NF2
2EH6
1TC5
1VIe6
2Q3X
3MD7

1FSY
177D
2HSA
3BPK
4EOH
2730
1YBX
2VPF
4ESX
2DP3
2AJ9
2V5M
3CWN
10Cv
3PDX
2BKB
3G10
3URR
1K4Q
272A
2HP3
1JXN
4RHN
2ZHH
4EAF
4LC8
1BOW
1AXE
2Q0A
3N68
3UX3
3C4w
2CWz
4HSH
4DS3
3EFY
2ZN8
1E7Y
137G
1JK6
3IRV
2WYI
3RCN
3GWK
1HOK
1KLZ
3AFJ
2073
10RD
1KM5
1VPZ
4B9D
1J0E
3151
2XTI
3CXZ
3MGG
2ED5
1AWB
2YV3

2Q0Y
1SZR
1C6Z
4GP7
2IV3
1GSE
3HM4
3STY
1A64
4HZ0
3NYY
3N3S
3L1W
3FDG
1BY9
20TP
3UYL
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43JDP
1AD4

3D0Z
2F8D
3EZS
109N
20GS
3MP3
3HCM
1J1A
3DNX
1INDA
3FGE
2J9H
1qQu4
1KWS
2JL4
2P8G
1DK8
3RU7
3ZFB
2146
3C08
3F3Z
1VHG
3573
3P3A
3NE8
3B9G
2BQQ
3TQV
1u4aM
2ELE
2WVO0
3LX7
2WSM
2WYO
2H3D
2W8T
3TGO
3DJw
2FOR
1GT5
1UI6
2729
3M3S
1TOK
1E6B
3ERS
1SU5
1LTE
3EFA
2GV]
3DV3
3PG6
2ZGN
2RIL
2E85
20YC
3G36
302J
3UHD

2P5U
2PL7
2RH7
2GFP
4D9M
3DJA
1EWR
3BM5
3E03
1LRL
3546
3DPM
2EW2
1AIL
3PPU
2WQD
109E
2X0D
2NYI
1774
3FCR
2HUL
2NRC
1PFO
2R38
41UJ
2C0z
2NSN
2ECF
1Swe
3052
1JHC
1AY2
1P9B
2PS4
4FGW
1TW7
2YKF
2PHN
1G8E
3Viz
3LWS
3LBY
3ETC
3G8K
17YB
3KSU
2PBR
3CAX
1CBI
3RQ3
1G50
4E5N
1HZY
1PGP
3UEH
1KU5
3AG5
3L12
3FK7

3VS9
2EV4
2IPR
302I
2B61
3DNH
2IT1
3E5Y
1PGJ
3HTR
1VGZ
3CXY
1vGU
2A6C
2082
3T5D
2A11
3KBX
2HI1
2R1V
3VPZ
2Z0F
2QYG
30IT
1Y0G
3ZJH
2FBK
3E08
2IIR
2D7V
1E7D
1KVQ
2FJT
3TZE
1HYU
3GLB
2WU8
2ABJ
1KJI
1BBU
2E68
3LIO
1KLL
2H63
2YwV
3K94
3MMS
3EIA
20QR4
2DVM
1PZW
2GBT
3HBG
3ESF
2WAE
1BM9
1wWeP
10AN
3PR3
20KJ

21

3KDA
2W2B
27F3
411L
2V5G
2BP1
3C3W
2QRR
2ELB
3POR
1TUB
2FXV
3ICA
3TGV
2XWX
1GUP
5ENL
2H2B
3BM1
1577
1QwD
1R0OS
1XZ8
1THF
5CTS
2NOV
3DEU
1vzv
4159
3HB38
2207
4HK4
2X5R
1X7N
3B5G
4FEI
1KHZ
3GPV
1vC1
3EVV
3TZA
1LYN
5pP2P
1EA2
3NM2
3FBT
2GHV
3TY5
2GXF
2FCO
4JIM
3TKA
10P8
2G69
4EOH
1AU1
1QIR
4HFS
2ESR
3CoT

3T8E
3H2D
1vZ8
1TE2
4DIR
2YOP
2BCO
2PS6
3BEO
3BDR
2XV7
4B6I
3KXD
4EUU
1DJL
2DVvY
1VG2
2E1H
1IAZ
2B67
10vVD
2CKO
4BAO
4EIV
1W5F
2FA5
2DG6
INWW
1F36
1G3Y
3BL4
1WLH
2YK4
2VUH
2HAH
1BIH
1LJ9
2GFW
3NP7
3H3H
104U
3IF2
3F1B
INQD
4B3A
3GUW
3AMZ
3C0S
1X56
4DVJ
3F9Q
2ZGP
3CS3
2J3M
1Y7Y
2J6B
2NVN
4GCX
2W8Z
3CwC

3GW4
2FTZ
1JRC
4A57
20wWL
3HO5
4EQ1
30CQ
INX2
2ZGQ
2Y4R
2BHO
1ETY
1BIZ
3G7I
1108
2NZ0
308w
4FMR
1VH9
3BRQ
2PFW
3NH8
1RVE
3E26
2IIM
3I1]
2FRH
1QMA
3U5W
2JL]
1TUW
2P9M
2370
27ZE3
2CBO
3PNU
3PFH
4GEO
2AKO
3G6I
1H65
3TCS
2PYT
2BOA
2P05
2Y6A
1T5B
2187
2FDO
2EF8
1JRB
1JFG
1KI3
111H
2R4Y
1PSC
3GM5
1Y00
4HAF

1BV7
1QKU
3ISX
4166
1GXK
3L3B
3CTP
4GW9
1PN4
1785
1GKD
3LTX
3HON
1ueL
3PJZ
2QFR
3NQG
1R8G
1WGJ
3C8X
3FRG
1VH6
3TG3
1CON
3U55
3E2Y
3F6T
3EZF
1ZRS
IN1C
3PPL
4H8A
30I8
3K41
3BBR
3BB5
3BID
3LM6
1BOX
3GZQ
3F8B
3BBY
3QH9
3B3L
3V1pP
3VIM
1U7X
2E54
2C54
3SJF
2CG6
2ZGK
1A6I
2000
3ILW
3E15
1F3H
2PHM
308N
3LKI



1PXC
3RF7
1swv
4AL0
INPB
1vGv
2ISK
10AA
2XUR
3BBD
3NFU
1UB2
1FDW
3UPT
1B8A
3VSy
2EJC
20B5
3TAL
3BNK
2717
1ES9
1BKP
3MND
1CZE
177U
2AUD
1F2D
3V0S
2FC2
2027
276D
10XX
4GDP
41RO
1BWO
4F35
3VOE
3CTA
1F89
2Y1H
3N6C
1CKJ
1E8A
4ESF
3SR3
2A8M
1JPK
2GHR
2HO05
3L24
4AHN
3I7D
3EDV
3LQ2
10HO
3NOR
1DBS
4EMW
1S9A

3FMB
2TDD
3R2V
4J3XK
1LOM
6GSW
1FEE
1FOY
3GTF
1TWU
3U95
2IDL
1PZM
3V05
1189
1YJG
2Q8T
3IP3
3FBS
1AJD
3EC9
3052
2NMY
1AY0O
1SP8
1AB4
1VKI
3KRS
1AIB
2IWY
3Q0Z
3JRT
3QGU
4EJQ
3EKQ
2WI8
1SE8
2UY0
3NYL
3CGU
3QFM
41IM3
3UCD
1ZRL
2FIU
3GR3
1HTB
4ESY
2C03
3CSI
2Q32
3HKP
11Q8
2EIN
1ISR
2FAl
3NQD
3V76
3QFL
2NS7

3F0C
3IL6
3AN1
2DX8
3NOO
41IG6
3UCwW
21I8B
1BDQ
4310
1CSR
30Y2
2WOow
2DH5
3U3P
3W3J
3ZYX
1QDB
3US3
2EIX
4A0U
17ZKG
19HC
3TLC
2R1I
3CP7
15Q7
3EGE
4E5R
2Y21
1JXA
2F5T
3G3I
2FBN
3LG2
3G27
41XM
4BKP
20NT
3GE6
1G4v
1XP9
3Qw3
4F07
3Q7D
INRI
2P0OU
1CX8
1HE7
3FRL
3KK4
1SFT
3KGX
1HQA
3TOK
3LYP
4E6W
3Q20
3JZD

1IMC
3NMP
3K69
4HEX
2A4X
2CH5
3COF
173C
3NSM
2D0I
2WiD
2P92
3NPF
3MIO
2VKW
4E3W
1TCX
3DQR
3AQN
3AIN
10QuU
1UB9
1TYC
3IR9
2GFF
3UCG
2DC5
3EOF
3TBO
3DYG
3IL3
1GRT
3LHK
1K4Z
1PON
41DQ
1PS6
2X76
3BFM
2HDK
1PXX
1RKY
3D8U
4BI6
1X0A
3GH6
2A62
1PYP
3NGX
2IFA
2EGH
2HZT
2JK6
4FX6
2ISY
2YVS
2CWE
2PEJ]
3IN1

4IVF
4EBF
1RC5
3GRD
3DzC
1Y94
4AGH
13Vs
3LNP
2FXE
30MV
1EMD
3NM8
3MAV
1GSU
3HPX
3IVR
1KQC
3KXQ
1PUC
1VHM
30E9
2QGS
2774
2R5N
1GMV
3G8E
1DOB
3GTX
1385
2IX4
1GVI
1URB
2QFV
1JPI
3KG8
3R41
3LV6
3KGO
3NUO
3UwWw
3CB2
10GB
2HGZ
3KLO
1VAOQ
1LSJ
3M4I
3NA2
3NPI
1wyYz
1KIC
20S1
4EXR
20FX
4D00
3DGR
3LM9
3S8I

4GFA
2PX7
4K6A
4AS3
INJ8
3GOR
3HQ6
3GUF
4FW8
4GYT
2DPL
4H8E
3DSR
3KYG
3UF5
3EWX
2120
3EIK
1Xev
3P57
3EDP
13JQ6
1117
3HNE
3HQ5
20WM
1JRQ
2Q80
4BEZ
103G
TAAT
2NRF
3BM7
1ZXN
1BGN
1TSN
174E
1BZL
2DSB
4EDZ
2YWA
4FIN
3MAH
3NJB
4DLK
1A05
1INMQ
3CAN
2Q50
3127
1R9C
435U
1GPR
3KXS
4G1T
3GZR
3MCP
3L44
2ASR

22

1GJu
3A5Q
3MDL
3Q20
1LBV
1DYU
1TFE
2PCK
201V
4DYL
43141
4FJU
2RBC
3Q35
1upv
1047
2X99
2HDB
2FGU
1GTU
1UMU
2BZ3
2CZ5
1081
1PL1
1IMKK
2WND
2GUP
3T7E
2PQ7
1Y44
3EH]
2PEI
4EVU
2AUW
1C1L
1FF9
4G2U
1AAM
2VRB
4DEC
3A8S
3UHK
3GFG
3RSY
3VPO
200E
2Q13
3HDG
3AIO0
3BMP
3E02
4A27
270N
3B1B
308S
1SUR
3L6U
3PUM

4GI5
1DNA
4HZ4
3PVQ
1R11
2V32
1DFO
1CX2
1F0C
1SHL
3CEX
2DQL
2Y2]
3BCV
1RKV
1JGM
2FTR
4GE3
1IMLY
2G8X
3HT5
2IA9
2FLE
3D7A
3KAJ
3TNO
2145
1TSW
3IUV
1FLM
2R6K
4HMZ
2EG5
3DLD
4INB
2IMO
3BZH
2NSI
2VDJ
3LLM
4AA0
2GWG
2ZXF
2QMA
3LPQ
2YLI
1B78
1Q6U
2E5W
2VXY
1D9G
3NNT
1DRO
3NJO
3MI2
3E80
1AZ3
1WXI
2IEK

3M6D
1Q41
2ZGS
1IYH
20I2
17B8
1I0M
3LOH
4ETO
2DCJ
430Q
1DJQ
3H6G
3FF6
1E7L
2IK4
2GOI
1WUF
2NQR
1Q09
2DM9
4GP6
3TCM
1IWLK
3R6M
3ZC0
10CM
3C8M
2VGZ
2Y2Z
2EVR
4IVW
1GXF
2095
3RHG
3E7S
3ANM
1DAA
1UBX
2V40
3FKH
1SNN
4EBK
3H9Z
2Y6U
1Q7G
1W5X
1HWR
2799
1Q47
3NUA
2GHY
4ILR
1050
1JQv
3BXX
3M7W
1CP2
2PNJ]

3DOF
3TTE
4HXT
1VPB
4A50
1MI8
2DUM
4IWT
2CYA
1JDW
3GS3
3GYQ
3GX1
2AVV
3LD6
2FQ4
1ICI
202G
3U80
3TY9
3L46
2YGK
10G3
3L1E
3VH2
3F9G
1CSG
312G
3P6B
2EWN
2E6K
3D4]
1vVZD
150S
1CB4
1K75
1F18
2FEX
3FL7
3NET
1XMA
1TB4
1069
3LRY
41IRY
4HWX
3B8T
2QIF
1JHD
3RMG
3UA8
27Q0
2P0V
1Qv7
3QFV
3TR2
3LV5
270V
1EGA



Table 9. List of PDB IDs of all monomers (Test-set 1)

2AP3
2R5V
3FND
3P2D
4HS1
2YFP
2PSH
3SEE
2BIM
1BSA
4G1B
3PAM
1P90
114G
4EEW
2CAK
2HQZ
4H4D
3U9]
1uow
4G8C
2vV4Uu

1127
4AKQ
3BFX
2HZ9
2PC9
2FK9
237U
4GHN
2NXB
3GFO
3TIM
1XKS
2V1F
4D8H
2EFG
4G1J
2BXR
4DWF
3ETW
3NYV
1DGK
2IL5

1IMN1
2H7R
3DDY
3FCI
1EZF
1GV7
4HVS
30BE
1P36
1HON
3HW5
2WBC
2PVB
4K2R
4EPV
2B90
1XZ]
1GOK
3GK5
3G5D
2ZPD
2NRR

3TNE
4GR5
3QKP
4FD4
2A5]
1PQD
2VK2
3V16
1013
4GZU
1BXE
357Q
2XVV
1XQD
1YUuo
2Q0Z
3UV5
1PF3
IN41
2VVK
4GYI
2ELF

418M
2B1M
413D
3KHZ
1IMWP
3BLM
1SI5
3FFX
1PQK
1QGQ
1D03
2CYJ
3UQv
3ELW
3C10
1H4E
3RM3
3PZ0
2E1B
1JKA
2UVG
3BNB

2Xuu
1DKQ
4F5V
4HN9
3UT3
3HIQ
2YRX
2PLT
3VMA
3FFA
3HX1
10KQ
1GBG
3NKV
4KY7
3CNH
3Cu4
1B56
1IMEO
2WJIH
276V
4FNE

23

3L6T
2YLK
4GRI
IM7X
4AZI
2HD9
2JCK
2VDT
3VuP
1TRP
1W9S
3PST
20PE
3SLT
10BR
1LHY
35V6
3KEP
3TEJ
20YP
30M2
2052

3E7W
3IGZ
1VYI
3KFV
IN7R
3SKS
3L5A
3KRG
1WSF
1THG
2WXF
4A0H
2QZ5
2EIF
1YQB
20EO
20IQ
2BUP
1FYA
107Q
200A
1MN2

3E66
2HF3
1GFK
228L
1RLR
1ZJA
3W4S
2DH2
3I80
3CuC
2GCJ
2XLL
1L2H
3C37
4HT2
1KGU
2I53
2IAV
27P2
3IKW
4ICA
3QS3

2Y1IM
2WoY
209L
1HVC
2YV8
1M8R
3FSS
3GRO
2HF2
1538
3VXJ
3UYC
30FS
2P86
219C
2C9A
1732
4EZE
3DBG
1Y9R
3K1U
2BS7



1LY]
1EUT
2WGX
3M6B
35C7
1EE6
1QQN
3598
1C40
2FYG
4EQ9
3BT5
1IXCR
2FSQ
4H3W
1L08
4AII
1L0I
1FHF
2XXL
3K8U
30BS
3NB8
1BWL
1GTT
2NSG
1KUF
3MIX
1RRH
3UD1
4D0I
1E70
2Ww5
3EOX
2DG4
3QHP
1RLO
2YWE
2PW5
1P3R
3TI9
3AFL
1L18
1BSC
1HT3
1BPD
3NEC
30DY
1568
1BYO
3PDD
1VIN
1CRI
1v77
3RFU
271P
1QF0
2Y5C
2FWT
1HXA

1SM4
1727
175L
IN1F
3I6C
4HY4
1QHW
1R0A
1CTY
1F82
41IBX
2GZQ
3UEN
3HRE
3DVW
2VH1
3VIU
2ANW
3CQv
1UAS
4F1V
2FN9
3P0OY
23GO
1X46
3BFF
1VBJ
1P3N
3U25
2QY1
1W5E
3UXD
3GMS
2WHF
3MYV
2X18
27TB
3E23
3FME
234X
1SZW
3UGR
4GZ]
1F9B
1VBW
3PNN
1185
1CC3
2I0S
3MX7
3V2T
2G3Y
2VZS
3MzZ
1KU1
3DSK
4E0C
3RaC
3M8B
1FRK

3EFR
1AKT
20TT
2A6Y
2344
3FZI
2XMF
1137
1FLW
3F6P
1RFJ]
1AVS
2PLC
1FSL
1ZCN
3ROM
1RAJ
1117
2R0OS
2YV1
4FOI
1T8H
3UEK
1w28
1PRY
4G39
2F08
3T0Q
3DI5
2W56
w94
3779
1M6T
1AJ6
3VKL
1ZYL
2WT8
13XG
2DKK
1FC9
3GFT
4D07
238G
2BAB
1LAW
1K9B
3V1H
4111
4KHM
3U3R
1H85
10FJ
1A41
2B7R
2CXF
3TDV
1WRJ
3G5S
1INRO
1FVR

1GEQ
2XWH
3NMwW
2WCP
20CS
1138
4BGP
3ZFP
3QP9
1KF3
1F9H
1SYB
4EC3
1U24
1JAl
1YPR
2V5N
2QFQ
1IR7
2JHQ
3TQS
4HHO
1X77
135X
1739
3ET9
4FBH
4ETK
3wW2P
1BVA
3MC8
11Q9
1UKZ
1TIG
11S9
1DC9
1u2cC
3K7N
1YXH
2DoB
4FOF
2CHD
1GYD
4E20
3C96
3U0S
3587
1B1C
4B3X
4BHB
2079
3AV4
3TLQ
4H3N
3QQz
3BF7
2DDR
4H4]
2FNA
3LOR

3QNM
3PPS
350I
3DAJ
1JQu
1RPM
2Y8B
1FMJ
1SHM
202T
2A2K
1VG1
1DY6
4B2F
1D97Z
3ACX
2IJE
2W5A
4GIG
1IWER
1QuD
2C95
3FMU
2HIN
30BR
3JPY
2AU3
175Q
1HFZ
2PBO
4EWE
1VLB
1YR2
ING6P
1WOM
3QC1
2HKD
3PPT
2CNS
3I65
3EY6
2RHF
3C7X
2GX2
1YD5
1M2I
3FI5
3MKD
2CEO
1wDv
1L79
3FS5
4GWI
3BHY
2020
1FF2
4E2U
270X
30DN
1wzU

3UZ]
3GHP
1HOB
1K3I
3COH
1PNE
4ETR
3BS2
1H14
1EQP
3RXW
1AUN
1DPE
3EBK
3GMV
2HAZ
3Mw8
4DQO
3UNG
3B72
4EER
1HQZ
1L75
4H6Y
3JYS
3S0R
3BOX
3ZYG
3CEU
1qQwy
3MXZ
1GF4
2YEO
4F25
1KKH
3SP7
4GKL
10H4
30ZQ
3TVN
35VvZ
4GZD
1UZE
2VPI
1FR]
1ULR
4151
118N
1DTU
1CEO
3VGI
1QPC
1XF8
1KAF
1CU0
3CMV
2P4U
1MNI
1Y4C
1DYO0

24

2QPM
105U
3T7L
3GFC
17v4
2X0V
3K7L
1CY2
1Qwo
3MNJ
2IBN
1XG8
4A71
1PAQ
3TP7
1AC5
3R27
3PAE
1AEC
3T3Q
2J1L
3RFS
3TRK
270Q
20H4
3SLA
4BC3
3QFI
3KSX
2AHN
3C5v
3RIX
1IND
3UUG
4FRV
2XSE
3C5C
3A2]
1ACX
3D3U
2LHB
2C03
3V02
2XJV
2HWY
3E46
4FUU
2QDX
1D3N
30SD
3A0T
3QXM
1XDY
2001
1DOT
1YHI
2PWwW
3EHR
4EQN
2RBO

3TFD
3ERH
1L72
100R
3HBK
2PG6
3LJP
1G7S
1A7S
3EBX
2X49
180L
3H1F
1QTF
1MJ0e
2HCT
3NGF
2QSB
1GRJ
3JUI
1MC2
2XMZ
3DMQ
1Y80
4IL7
4GLM
1CCT
3003
2V4X
2EOI
1L06
1DBH
2YZY
4FID
1AKO
41ID6
2P8T
1YD9
1RJID
3RYS
1CP5
2XSB
3FSW
2169
1CTQ
1ESO
3C0I
3G0Z
3RED
2YOR
2QVT
2CJ1]
2QzQ
1UXY
103X
3BYO
114w
189L
2IHD
1Yzy

3F4R
2XRB
1FR7
3QSD
4DJA
205L
1FY1
3AA3
3S7B
4AFP
4K81J
4DOT
1AMX
1B6E
3ZLY
1vyu
3HQC
3ABB
3IIX
173K
3KCM
3LH9
3IVY
1SYG
2ETD
1TN4
1XYZ
1THG
INGA
4GH8
2FU2
3NOW
3NOA
4DNJ
3FNI
1YZ7
3D7C
3DHJ
3WOF
4FFE
1DM1
3HB1
2F1Z
1A76
2DQOX
3I9H
3Qv2
3LIE
2AMH
4GLO
1wM5
1XDZ
220L
7ATI
1A2B
3081
4AM6
109L
2F24
1KON

1UIF
3VIS
2YDL
1EPU
1Qwe
2AHE
1PZ1
1UOK
3GDZ
2WV2
107L
3A4G
2Q4U
2B0Q
1RGY
4G22
3K1D
4G4I
2XSK
43CJ
1ve7
2BQJ
1HNO
3QJY
3AKY
3PQU
1F9P
1M7U
1IMZA
3VAC
4E22
3KR6
7PTD
4G0Q
4JGF
4PEP
1DMG
2R75
30HG
1Y4K
1FCY
1H75
10VT
1LF7
2A10
1139
3MNK
2HX7
2I5H
1ZGD
1JP4
2Y4M
3FSM
2NTD
1RB9
10WL
3EI]
2QMQ
1C8yY
4HTJ



3ZWT
2IZR
1170
1IXX2
20V0
3C2C
1KTW
1BRJ
1W96
1B8L
2VeC
2IDC
1VYD
3ZKG
1HKO
2DSN
3VDZ
3EWR
4DUH
1Jvy
3CIV
3BA9
20LW
2RDI
3u4Y
1BMG
1GD6
2FNK
1VMO
3TRD
3DH8
1XK3
1PPO
3DJIN
1R88
2F3N
3TR7
1AJK
3007
2QMT
1Yv]
3D5W
1IMOM
1vYpP
2IUG
3AAY
10FK
2EYU
3R0O5
1XM9
2CWR
2R16
1VK2
1QAM
1C9H
3I95
1PYF
209U
1KDC
3E0G

30BC
3RD2
20L8
1K5V
1C5H
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41QZ
3EDH
INFO
1IMKR
2IC1
3LF3
3D1R
1JIH
2NNJ
1DBX
1L25
1J8R
1TIN
3SDZ
4DVC
1RG8
1EKG
3VZI
3Q7X
1GBS
1R02
2RBI
4FIE
1KWF
1IMSK
1E4Y
3DRM
3GOM
3L0Q
1CwWv
3RL5
1VeB
3AKS
3PE7
1716
1L56
3DMU
4HOU
4H3T
10D0
4B50
3BQW
2Z0C
2VwB
1GLO
2RAV
3AHQ
3EH2
3FO0A
3ZR0O
3BFK
3UNX
2ZYH
1K8Q
1FUK
3FKG
4L0E
1L27
1177
304P

3A27
2HZH
2CY2
3GO1
3EDY
2VLW
35TO
3F9R
INAA
1VZW
4KTA
1F5C
1HD3
1sv4
2B1K
3LK7
2CC1
3D6I
13CJ
3QuB
1LGY
2X5N
3FZ9
4ELN
1XQG
1EH3
10GW
3PF7
4IQA
3RY5
2BZL
3G30
2RE2
4ET7
4FVQ
4DTF
2REP
1FLP
172M
2HED
3BYK
1YMK
1uJp
4137
4HVL
4EQM
2X80
2AJG
3TT2
11YS
4FIB
2YAl
2CIL
1KXY
3MYD
3ND9
173U
3NE9
3AQP
1ST3

27P3
1797
2JE8
2CIS
1IMCX
30MX
3507
305Y
4ALY
1TQ6
3FOI
1G1W
10YU
3N17
1LYK
4FLS
2A7B
2W1J
2VeI
4GBF
1700
318S
1u2X
1WCwW
16PK
2QFT
4HK2
2QZE
1LAV
3MWI
1P9A
1YX2
2JDF
1B5Z
2QC9
20SH
3PIW
3FAO
3NKG
3BOM
3QC5
1KG5
2175
1JBZ
1IWLF
3RL3
306N
1K7C
1R6N
3DKB
4370
416G
2QEP
2DEJ
1IMGP
3D4M
1CVL
2Q7S
3LLK
2HRY

3W37
20LG
2C36
278L
30Y1
3Q71
277E
4DA1
2QGG
303Q
4EWN
1Cve
1IN6
3P2H
1KIV
3D5J
3ADJ
2VYI
3Q2u
1P2X
1T3Y
3KAP
3D22
1PKR
INJF
2IVD
3CEG
2IBJ
3KW7
4FCH
2WBF
3LL7
1TGO
4H6T
1BYW
1FOT
1HAR
4ENG
2BDZ
1097
2WML
3MHW
3TVR
1WVH
1128
1ELT
2WAU
3136
1377
10QG
3UX7
4KF0O
31Iv4
1wzv
1R9H
1EUP
3DGN
3FGX
2762
4A1H

44

4FCN
2VLC
3DXQ
3DU1l
20XC
3SST
2R0J
3JR1
4AWU
198L
3K8G
1E30
3VNB
3DJ9
1MH8
3IHO
3E9L
3QH4
177Q
3DKP
2VQX
1TEG
35G7
4F11
1L04
IMYM
1PVL
1D9Y
1CH5
1ANX
3054
3UAN
3GIW
1G2R
2VQw
1IMIJ
4AP6
3PDS
3TEG
8I1B
4DWO
4HWN
3KAO
3FQ1
3LXD
2IV2
1ZCM
3RLG
213L
2F1]
2CIG
3G9H
3TCH
3RMX
1HCU
2DYI
3AJC
1UG6
100X
3D2B

2PUS
1RIE
3UQ8
1DWU
1L46
1T6C
3AA2
1CFY
1GOD
1UGD
3HYN
4EFE
2IF4
1I13S
1S1E
2NZF
2XNQ
4A42
1IWT
1GOK
3TK3
1QQ4
3GMF
108V
1071
3H8Z
1SBX
1IA5
1D2W
1GYV
1HVD
2EYP
2VCS
2YE7
3M6W
3CTQ
1US2
171U
126L
1D9W
2BH4
2YA8
1F2X
4AHI
2P14
2WRY
2MED
3AJ4
3SK4
1Y54
20NQ
3SUK
2RIK
112H
3LTI
1ZBM
1IRW
2FSJ
3I5B
2048

3I8A
1H4C
1Q5M
2PWQ
2FMJ
3AHR
2B4Y
1G3Q
3L2A
2QTZ
4A29
3LY5
2069
2DSX
1TF4
3QYD
4E7N
1ALQ
4FSX
4KAC
3JTY
IM51
2XDE
7CA2
1L13
1IXQW
3Q1C
3L6N
1C3P
4E17
3M88
3N9B
2RCA
3VA7
300Y
1wCu
4H3X
1GD8
41IPF
1HJ8
3AWG
3UQI
3FYC
3TwO
4AWK
4ACJ
2IW1
1VPE
2QPQ
2JOR
2POB
4GF6
1G12
30QC
3EWS
201
3M07
2Q00
4E57
3A56

6MSI
2WOA
2BK9
1KSU
3C7Q
3UL7
2IGC
3LLB
4EGV
3PSP
30YV
1W3W
2FI0
3P2]
1A7E
1GOG
4AMW
3TC6
2YV2
3F9L
2B9F
1KQW
4GEI
INUK
1GS9
2ZHN
1J6U
1FRH
1ROC
1H4Y
2B50
4F0J
3NPV
2P3]
2V7Z
2CUA
177V
1VEO
2B7U
1D2P
4EI2
1FV]
3LGK
3ALG
3E8T
4GC8
410Y
2BQI
W8T
27Z7ZA
3CV6
3BIN
1IDJ
2DVV
2BEB
2GNC
3RNL
1W8G
1EY7
2ESK



1QHO
3I5P
2EY1
3B05
1A7V
1YGE
1T1F
5CYT
1GE1
1TBY
218L
3Q0L
1PZT
2XML
10BA
2XUB
1H4H
1U4Q
10CN
2ZXT
1QHT
3CQF
1KRN
1M0Z
3IMM
3LY6
1UcDb
4K3F
2HRX
1vZ0
2EWU
1JL3
435T
3ILC
2A1V
2FBO
2GQP
172N
176L
4HW6
2F2W
4ATE
1PSW
2FOT
2ZNR
2ZQU
2AA2
4KK3
4IKM
3E1T
3BIR
2YJR
1L35
4337

1QGY
1G55
4KND
3NZZ
1YPB
1GE2
3AY5
1E6F
3PIE
4FDM
1TUO
3UGC
3MKL
3ZFN
2VSY
3DOA
1BCO
1XT8
2ET6
1R2H
23DC
4EOE
2DYT
2BCO
1YZH
4AX4
2X48
1GAI
4G2A
1DLW
2P6N
20G4
3C71
3TYI
3NRN
4G31
1X37
2GJ]
2PTK
1TAQ
2RBM
3UF8
1B04
1LY8
1HPT
1JIX
3SIM
1ROW
1BF6
1G6I
10QH
2VNG
2QC3
2CTH

3HIS
1EFC
2HCZ
1HXG
1EY4
3BKK
3P90
3FE5
2AKJ
20QZ
3JTB
2IMR
1RI6
20ZF
4BF3
2EID
1CK3
3U5R
1GWZ
3E07
1TMM
2ID9
1L53
3TU6
1DPO
3FAW
2GPR
3N6M
1KID
20WE
1TC8
2XEX
2XBI
1SGT
1INDB
1B9K
1SBT
2GHS
2NQW
1V9H
4EPR
1F5B
2CN3
1RUT
1PMH
3UON
2J1Y
1FCA
1PC4
3LS8
4ATF
3u81l
3RIX
1R8M

2D7]
1Moz
41EH
3IWI
3Q93
4ILV
2WNO
3VYC
2GUY
1Y81
1INR2
2W3L
3G4N
1HH5
17ZR6
2BR6
1FKW
2RDG
3BB7
3M3P
3MVI
3CMN
1KVX
1TZQ
2GWN
2WKR
3RR6
4B40
3GHC
2ZW1
2441
1R85
4E06
30ZX
3LNB
3NWM
3UwB
2BBT
20DP
4CGT
1QJIw
4EYT
3GDO
1KX0
2IFY
3MMD
2Q7T
1IMDP
4HJO0
30LV
1133
1X9Q
3HRP
3034

1S1F
1GBW
3M5L
2FFM
3LFT
10XZ
3U65
2089
2BWO
3K77
27BX
2VYQ
1CHK
4DGD
3TEV
1GMI
2X02
2F57
2FNN
10NL
3PBH
2PNQ
3SRY
438D
1G0O2
3S6E
3AID
1EPW
3BHD
109H
3ESC
2014
1079
1HIN
2F6B
2AL7
1CuB
235X
3F85
3Q6Z
4KVF
3DS8
3HZL
IXNC
1IMEG
1DJA
3P5S
3EUR
3LIJ
30LI
3PE5
2Y23
1DPP
2WZH

2VU9
1LHT
2I5U
1Q1H
3GL9
4ELJ
1YGOM
2X07
1IN7
2X0C
2BQC
3UN7
3FWK
2FVG
4ARU
1SPV
4F1J
1KSK
1RYO
1KHO
11Y0
1PBG
3FK2
2BMw
3MDF
3IHG
1JVN
3DHM
2QPN
2B49
1DL3
3U47
1LOF
4GNI
IN1X
1GCI
2CWD
2HUJ
2A28
3L4N
1TXX
3KPA
3S4E
3FK8
4JPQ
3HX3
1STY
3GC8
3V2I
3Q68B
35U6
1G6S
3IAR

45

4F91
3SHF
2pP87
4HDE
1YZ6
3QGI
3PJQ
413X
1PB7
1RGK
1R90
1HKG
3UPA
2W3J
3PME
3QCA
3D0OU
1R3F
3186
2F4W
2IMG
1KTE
20HW
3E1S
4GQS
1BFG
20Qw
4E15
1A6Q
3DZX
1QPG
5CGT
3IM7
1WOH
3VFD
20X5
w74
2CBz
2VWX
1QTD
3C8Y
1KAB
208w
1KTQ
3EFL
2C7X
1IRV
1JYK
17D1
2HKL
3HY5
1P50
2BKO

1FAO
1L6]
104R
3F59
4HB5
4EFF
3CBW
1E5N
INWA
1PC9
1GGZ
3TBK
1E61
3FQY
1ZUA
1PHP
2QDC
2FVL
2EQL
4DGM
3CR6
30PH
1F2M
4GKC
1K1B
1YZQ
3CFY
4E1Q
1Y02
3D2Q
1HKM
3D6E
3L4Y
4EYE
2VZT
3069
3NLL
4EXU
4GRF
3L86
3SBY
113U
2VX7
3FJO0
3QRL
2EPG
3L87
1GQ5
2760
2DZT
3FG6
INH1
3TKM

3KG4
3LUC
2VWK
1CKF
3SNG
1V9F
3AX1
350Q
1QD5
1CJ9
3wW25
2BM3
4K73
1UN5
3HRG
2GZS
2YBU
1BRY
238K
2IA8
3EZT
1XP4
1DXS
2XYD
3B7Y
1GZE
3RCB
1BEB
1K03
3M4Y
35Wo
2I1M
7FD1
3CPI
3IXM
1V76
1CCJ
3H7U
205w
1FGM
1F4pP
3EAP
3KX3
4EEP
3IVE
3ASM
20ML
114N
10S8
1XHC
1EUE
1RXD
2PX2

1M2H
3TX2
3KID
312V
2BME
1INM2
3EEH
3A0X
20NS
1uwy
1R6F
2XBF
3DF7
3RAB
4A8U
178P
3DAE
1QFG
1B7L
1ENK
3CH4
2WMC
3MX8
2HZQ
3AQ7
2CBP
3P4H
2DT8
3RRX
20A]
1SBI
3AQV
1GWM
1P5]
1IN83
3wW4T
1G8A
INA7
2W7T
3PUC
3RH3
4HB9
205F
IMWC
1U29
2YXP
1ILE
1EX9
1M6I
2QFL
IND1
4FSH
2IAX



Table 10. List of PDB IDs of all new homodimers (Test-set 2)

4D28
4TVI
3WFI
4LUK
3wSC
4V2K
3ZF8
4NPB
4MA5
4YOH
4QDK
4MYZ
4v12
3WYO
4LHD
4PDX
4LAM
4QGR
4FDA
416T
4PVV
4QGK
4YER
4WK5
4UNU
4MYJ
3710
4098
4P96
17PK
4KMM
4Q5F
3X0V
4P61
4195
4CP8
4QXw
4KM3
4CKN
4QGT
4KRW
3W65
4BOL
4U6S
4K7Z1
4MDC
4Q5N
4JE]
4BMM
4157
3W79
4RK6
4P7C
4UDS

4QDS
4B0Q
405F
4M02
4704
4QL4
4C9X
4PUC
4K5S
4PIB
4YL5
4UX7
4CW5
4CF3
4M6Y
412C
4MUZ
4PLO
405A
4NAO
4TKZ
4CMD
4RL6
4178
AMAF
371G
3ZIH
4RT5
AHHV
4MEB
4NO6
3WF3
4HOR
4CWZ
4WPD
4QR2
4USS
4Q9C
4NV4
4157
4W8T
4PNO
4PBR
4MDZ
4CDH
4QXP
4K1V
40JA
40K4
4MPM
4Q2H
2199
4060
4IN9

40IT
4Q0A
2GR6
4RZ0
4NYF
40BU
4C51
4Q1Y
4RDZ
4NZ1
4CVS
4RMM
4U0W
4M2M
4PH9
4CZ8
40QP
3Ww8
4MPF
4w8J
4wul
4Q69
4MZM
4UAK
4P1V
3WNZ
4R2V
4RCT
4NB1
4JDA
4Q9V
4K3G
4YLT
4GKM
4NPO
1K2C
3wWD8
4NTE
4KC1
40QY
3wW9B
406B
4RMB
4M37
4JPF
4Q9A
4NJV
4NFL
4ANPT
405Q
401G
4CUL
4X17
4LHS

417ZW
4C6E
40GD
40MZ
4HGD
4S2R
4LQB
4RX0
4LNS
4L51
INJU
1FO8
4wWOoP
4GS1
4CX2
4QF2
4MF1
4K59
4JEN
4TR8
3wWJ8
4WNY
4PQA
41V8
4019
4D3U
41I5Q
4050
4LUY
3WAD
4P22
4JAU
4NVR
4WJY
40VM
4KDE
4CIX
4KCE
4KXV
4YSW
4NQF
4BWZ
4CIN
4015
4C10
40P7
4QHJ
4QR8
4RIF
401z
4L0B
3WGH
4N5V
4PUL

4UTT
419E
4V0Q
4PTS
4YWQ
4MYP
4PBS
2YNA
40M8
4WPO
4XA8
4MKI
4KGH
4N2M
4Q1X
4W66
4N12
4LWO
4L0K
4CBS
4TL3
4MAM
4C1B
4BGA
4GWO
4UPG
4N2C
4NDK
4XI2
3WXY
4INE
4QVSs
4DOA
4TNU
4LGQ
4HTX
4C11
4PH6
4KID
4BKQ
4W6S
4RBR
4KC5
4BWV
4YN9
4L0I
4S2A
4RDA
4MDU
41IK8
400F
4U64
4LDY
4wJL

4NEI
3W5X
4NUR
4L1A
4RUQ
4KA6
4RIT
4LA1
4K80
4052
4TM5
4BI9
4CN6
4AZR
3w91l
4L33
4CGX
4Q04
4128
4H4I
4DK2
4RL2
3WBH
4Y30
4N0Z
4L06
4KG1
4C2H
4P71
4CVR
4PW2
4C8B
4X7V
4XVV
3WBR
4XF5
4L1C
3VY2
4D7M
4LDP
4C2S
4X9K
4CID
4TR7
40CA
4TR6
4Q52
4LDK
4U77
4v2X
4QDY
4034
4C8A
4KL6

46

4NEX
4GTU
4RA5
4BJP
40UN
40AA
4KQF
4KV3
40ML
402D
4LMI
1KEQ
450M
41Y3
4NZV
4018
4CMZ
4CJ7
4KEU
3ZGY
4BMX
4L3K
4LE5
4KQD
4MUR
4WPC
4CNN
4BEI
4RRX
407]
4C0B
4LDV
4NN1
4CET
4CHS
4PY4
4MUM
4LDU
4L76
4XD1
4UQv
3ZPX
4weC
4057
4MND
4D3V
1K1U
4XLY
4MG4
4TPL
4MF7
4KVI
4BXI
4KQK

4PUA
4372
4X0X
4NFH
4BT7
4Q0C
4WXG
4KES
4DMC
3VY5
4JTU
4COW
4RA8
4JHB
4BT8
2YNW
4MRI
4LUM
4RK0O
3WUR
4L0D
4BG9
4Q1E
4L0]
4RYK
4L6Y
4131
4CBR
4YYC
3WYO
4Y67
4WPE
4UTU
4539
4LAL
4N1D
402H
41IYS
4HZI
4XK1
4HKD
4LC3
178C
4JAK
40MM
40JR
4YWN
4U1F
4P52
4N83
4DLN
4DM7
4P4T
4P0C

4QGI
4102
4Q1v
4W72
4040
4JEM
4RUF
3WAF
4J7R
4UTT
4L3V
4K2A
4CN1
4CXT
4MF5
4BYY
4AZ0
4US5
4C12
40U0
4LI1
4K5E
4UPA
4NUQ
4ZAS
4C5W
4B96
4C5]
4LDI
4Q1w
4EIL
4ILU
4KFG
4D5]
4BJIN
4LS6
40PE
4FRA
4LE9
40VY
4NQ1
40MV
4IRH
4NR2
3ZBK
4RM1
4D3D
4Y2H
4BW5
4XWS
4RPO
4U7X
3WPW
4MAE

2FHE
4Co6U
4NOG
41SY
4QEZ
4D1Y
4P5E
1BAI
4NEL
4BAT
404V
41Y4
4KU3
4LTA
4S1H
4V23
4L4]
4M71
4MAK
4W4N
4NLJ
4MF3
4R5M
4NMH
4POE
3WMD
4YOM
3ZCD
4Q6R
3ZBG
4LFU
416U
4GNJ
3WCO
4D6K
4L9W
4PZK
4528
4RHA
4WBQ
4GQz
4Q0I
4BNE
4BRC
4P08
3WJE
1VP6
4KEV
4RKC
40DJ
4NG6
40CI
4N2E
4RMF



3WPS
4XDA
4BS9
4CVP
40Y3
4MVC
401D
4BAZ
4WD9
4YR1
4MEA
4MOT
4162
4Q6K
3WRA
3WF1
4K4Q
400X
4K7N
3WA3
4MCR
4ZAH
40MP
4C11
40PH
4MQB
4LU6
4NA1
AUXU
4BQE
4M37
ARXK
3W2J
4C6P
4ME9
404W
4N6Q
239K
3WIK
3WYW
4QMK
ANVT
AWZI
400E
4NVQ
4C08
3WQM
4KPO
4PYQ
ALAN
ARFA
4GRC
414U
4091
4FRQ
3TM3
4MQD
4]E6
4BEX
4XIN

4RXJ
4X0R
4KPR
432pP
4R33
4LP7
4UC1
4M03
4BHW
4RG1
4LW8
3ZHR
4QYR
4MUD
4Q9M
41B6
4IAN
4P9G
4ICS
4NDS
4CEO
40KY
4WJI
4TV7
4017
4HNN
4CWE
4R5K
40wy
4J1IS
470P
43GX
4D5Q
3Z0L
401w
4M51
4C72
3W1w
4US5
41IPP
3W77
3WRW
4C8P
4WCW
4LON
40TN
3X16
4NHF
4KZN
4XLV
4000
4U3E
1A94
4KFA
4CON
3WOK
4TTB
4KIB
4RI1
4WII

4K5C
4MNF
4MHX
41BG
40K5
4w97
4wWD2
4Q2Q
4Cv4
4N18
4004
4QRI
4WX0
4uQu
4PTE
4CNG
4BSW
4HWS
4X7U
4QvB
3DCR
4176
4wzu
4KET
40AH
4K2E
4HQO
4MQO
407U
4KZP
4S3M
4R82
4WSH
3ZPN
4P3M
3WXZ
4DMF
43C2
4D3T
4MYY
4X8C
4MPL
4ICQ
4W4R
4M57
4KPW
1C1X
4RPI
4PWO
4MP8
4XM5
4NSR
4QQ7
4KV2
4RQT
4TWE
4LZA
4LDR
4RHP
4U5H

4RZG
405V
4NV1
40W8
4PN6
4YN7
4PET
4WTP
43ZP
4S1A
4X84
4JEL
4CUC
ANSQ
4W82
4LH4
4MCJ
AN2F
4Q6U
4MO7
ANUM
4WH3]
4PU7
4LQD
4AN20
3W63
AUNK
4BKM
4LDQ
4IX8
4U0S
4KP9
4HMW
4FZ0
AW7C
4PHC
4UV]
4QFH
ANQU
4UP7
AMIK
4KPD
2YOR
4WZ8
4CI]
4FYM
4Q4K
4ROL
41JY
40R8
ANHW
4D51
43U5
4MAQ
4QLY
4RG7
ATVO
AW9R
4R8Z
3WV0

4QJIN
40FX
4KLA
4MH4
4C7L
4L9M
4WUM
4CU5
4KM4
4N2K
4VOP
4GIT
4KP7
4HEG
4K2M
4QAV
4ULV
4K6K
4L75
4KQI
4ICN
4RKQ
40MH
4MFO
4LV
4BKD
400D
4RK4
4PPY
4HZF
401E
4XUV
4FQW
40MG
4UPD
4FRH
4CKI
4UCH
4PV4
4RDL
4P53
40TM
1HEG
3ZCP
4LW2
4WER
4PGG
400F
40H3
4XYZ
4XJQ
4NAD
4BJ4
4MIF
4M4X
4LQX
4Q05
403V
4MZA
4KT8

3W62
3HNO
3WLC
4PY6
3TLD
4067
4UMP
401B
4N9U
4MMN
3WGQ
4QGE
4BEU
4HA8
43VI
4LCJ
4BX2
3DQzZ
4L9T
4CX5
4NUB
4060
4MN7
4UZI
4PZU
4M5P
4P0OD
4P5N
4YET
4C50
4TPH
3WG3
4NUA
4TN4
3Z0A
3WAN
4BMY
3wWUo
4P4U
3WCN
3711
40YH
4GQM
4BSW
4CU0
4RIV
5AK2
4062
4P80
3wWY7
1K2B
4061
40A8
4KPJ
4TKR
4NH4
401U
4CUD
4NPX
4C09

47

1Q30
4197
2WLV
4HRO
4BF5
4UVQ
4M9D
4MKN
41L2B
4BMZ
4KMH
4C98
4LIR
4LMB
40MN
4RP3
4YFJ
4KY9
4L56
4KR5
4096
3WQF
4NJH
4LMA
4KGO
4K09
4Q7E
4MoU
4GoU
4V03
4JM0
4Y13
4USA
4NPU
4UNL
3wIC
4MIS
437X
4BWI
4MK6
3WIG
4PSH
4FQS
451w
4BW9
4D1P
4CVT
4D5S
4GCV
4BTX
4PNI
4LEG
4RNA
4QHR
4JEF
4TQ2
4WAI
407H
4L7E
4TOP

4IP5
41IT6
4QKU
4Q34
4MYC
4D02
4MZE
3VWR
3VwWL
400G
3W36
3WXL
3WMwW
4359
4UR6
4LMW
4RYI
1703
3VzZ2
1DAZ
4UXL
40BQ
41IQL
4IFT
4079
4G64
4XIW
4TSX
4NNZ
4LXX
4Q86
4RY8
3WX0
4N1Y
10RF
4TPT
4CTD
4CUR
2AZB
1v3z
4L03
2WLV
4300
4U9A
4KLC
4G0O9
4LMV
4C2E
3DCK
4L6Q
4PCV
4K26
4007
4KCX
4N4W
4XCV
4R2K
4NOC
4DMK
40QZ

4NEZ
40v4
4w91
405Q
4MRS
4Q25
4XEU
4LU1
4XDY
401V
4NY2
4WJA
4G1P
4KN8
4NAX
4RT7
4KCC
4WKY
4KLR
4DMH
4PXB
4J0E
4CXJ
4NJY
41IG2
4C6N
4TRH
4QS6
4Q75
4PBC
4BJA
4BMU
4QNC
4PXD
4Q0J
4P82
4wWBD
41QB
41IGM
3ZG1
4MB6
4WH5
4LIT
4PCL
4URP
40M7
4RKK
4N8P
4UUY
4387
4XEA
4037
4GHO
2GSR
40KE
4D3S
4R0B
4Q2N
4L69
4C5C

4MBO
3wW6P
4087
4R9X
4KYX
4HO01
4H5U
4QAR
4LJL
4Uzv
4K07
4L0M
4U04
4VOR
4Qv2
3Z0M
4YTY
4PFH
4RI6
4CVQ
40N3
4LRQ
4P0B
4CS3
4LFI
4LL7
4MEI
41G4
4M87
4UC3
4MXU
4YRU
3WVA
4KQE
4NL5
4Q98B
3VWN
4Q70
4RDW
40MQ
4K0A
4N71]
4W5K
4L04
4LS7
4MID
4P3V
4CNO
4XVZ
2Y0B
4FRO
4UNV
4R5F
4KER
4PXE
3WQON
4HA7
3W6S
4PH]
40PF



4X7Y
4LUL
408T
3wW0J
4WSE
4G2R
4B0OU
4CF5
40AG
4M8Y
4BY5
4I6R
4JH2
3ZKB
4QB0
4NMI
3Wx4
4MCS
4R4Y
4MXT
4KV9
3WGT
4RYB
4JBL
4QHG
4R8E
4LDS
4QFJ
4CwW4
4RZ7
4U6D
4CHI
3w08
4YEA
4MOK
4L9E

3ZBL
4YIC
4X1E
4R7Q
3w8Q
1C1X
4X26
4BNB
41A8
4BRK
4IX3
3ZHC
400A
4RSW
4w99
4N81
4NE7
4HS2
3377
4RK1
4C08
4CI9
4N1V
4CNQ
4MNU
40HQ
4KTW
4HWT
3ZCS
4MK3
4PUM
41IRG
4R9Z
4MZV
3IFD
4M72

4R14
3ZIE
4NO5
4CVY
4KY4
4NJS
3WDM
4L9]
4P6D
4X54
2YPY
4RD7
40B6
40H2
4MZ0
4PX0
4P5W
4QND
4Q16
4IGN
4RNH
4BIA
4172V
4B8V
4M6X
4Q5R
4wWUB
4RRW
4JPH
3WFZ
4NES
4NAZ
4RFQ
4T0I
4013
4T08

4KP2
4GT2
4MUO
4M0Q
4X4W
4M8M
4PPU
4UuU
4YFV
4HK7
3WYO
4L0A
40EJ
4137
4JBR
4XIY
4175
4R1I
4XLL
4TS5
4QA0
3W60
4RZE
4MDS
4PUP
3ZEI
4MXM
4MCN
3WKX
4M3Z
4R7F
3wWJP
4NZY
3ZHK
4UBW

3X1B
4QIN
4PDT
4RCV
4CL7
43T4
4UBT
4KP9
4MPC
4XCZ
4CVH
4XGO
4C0G
4KBX
4MY2
3WwO
4053
4MYB
4QBA
2YQ1
4HAR
4Q97
4PR3
1K1T
3WRB
4ANEW
4N2H
4ANOW
4RGK
4Q51
4LTB
3W20
4C6S
4MEA
4LLS

4RTO
417U
3wWID
4NQI
3Z0K
41I7ZH
4QC2
409K
4711
4NMC
4MTS
3VwQ
400E
4BJQ
3WTD
4MZW
4PMU
4NVS
4wWwB
4NQT
3WRV
4RGD
4CND
4M7X
2AIG
4RAA
4CP3
408B
4BRD
4NAS
4RZF
4HEH
4MYM
4RMJ
4XHC

48

3VWM
4HHD
4LEO
4GSN
400V
1GQP
4MWS
40VE
4U9N
4NOR
4ND6
4MMO
4171
4C7V
4NKE
4CHL
4PBB
4MSO
3WFW
4Q0M
4NK2
4D6Q
4KUH
4LSB
3ZDR
3W5Z
400C
4054
4WBT
4XR9
3WG4
4S0K
4RZ3
4K87
4HHP

3wW01
4KUK
4PON
4196
4YF1
4FF]
4CPK
4P5X
4CII
4p7]
4R10
4R17
4NXT
4M73
406M
3WHB
4XDZ
4HSL
4TMC
4XLO
4R9K
ANWS
40AQ
4R2J
4LH8
4LLE
4047
SAIR
4PWY
4QX0
4YVD
4L1S
3W8G
4PWW
4LU1

4RP9
4WIS
4ILF
4M23
4PW1
4D1E
4K1U
4524
4CF4
4wW6D
40JT
4BVA
4KEP
4KGB
4BEQ
4C00
4R1H
4NFR
4HPW
3WK6
4PFZ
4HKE
4LBU
4JEQ
4QYS
4M9R
4Q76
4L0W
4R60
4TRT
3RVB
3WML
4KTI
3wW61
4Q71I

4007
3WIF
4N9J
4RNI
4NTD
4Q30
403X
4BMK
4L74
4XAR
4RGP
4LW7
3Wwv
4X51
4C18
4RIG
4724
4NDA
4WU0
40L9
3ZML
4BZP
3WwM
3VwP
3WYD
4MCB
4HMS
4PB4
40W5
4NOV
3w8S
4MTC
4LN9
4Q50
4N4C



Table 11. List of PDB IDs of all new monomers (Test-set 2)

3W42
4Q9H
4PJR
4N1X
4P0I
4IF]
4NON
3WPF
408G
4CIz
4C7D
4Q4N
4KYC
4G4X
4R6D
4NYZ
4U9Q
4RBM
4KA8
4NLY
4UF0
4QEU
4P04
4BXQ
4K82
4C2X
403F
4LE8
4CH7
3wQ8
4RSH
4BGF
4Q2w
4V38
4CHH
4QGW
1FHO
4PBH
4P7Q
3ZIX
3WEW
4M01
2Y72
4P8V
41Q2
4N82
4LII
4R61
4Q53
3230
4QAU
4WA9
4008

3WDQ
4FXY
4N7A
4NMY
4PIP
4CIT
3VXK
4KF4
4PQJ
3ZBU
4W05
4U3V
4K33
4L7ZL
4Q0K
4BTV
4YFS
4MSX
4BR5
4NS5
4PIV
4COK
4RWH
4RTI
40ZX
4CFI
3WHP
4MIW
4XE4
4P0OC
3ZK7
4wSs0
4LW5
4RX8
4YAH
4XP8
4QQT
4X35
4JRU
4FDT
4P9K
4P55
4JHO
4CEK
430X
4KEG
4MRO
40DG
4RK9
4N57
4HZG
4Q8G
3BFN

3W5F
4EQC
4K91
3MDJ
4ILY
4R1]
ANU2
402X
4MIE
ARXT
4QHW
ATLP
4PZV
3WoV
4QPM
4BMJ
ANSS
412Y
4KRI
4Q63
AHOW
1A5I
4NFE
4P2F
414C
4MMG
4BG4
40TF
4UQP
4MFH
4G97
ANBO
43B1
3wWeQ
AKFW
4R6W
4PAB
4BPC
4HQS
4C0U
4WQK
ANVO
4005
4RYA
433
404C
4QLE
4Q46G
4MO1
4QBI
AULW
ANUX
ALEW

4MSD
3wW0s
4QXL
4HQZ
4QBE
4BYM
4ROW
4003
4C75
40EA
41IUG
4KWE
4K5Q
4IRL
4UP5
4004
4QDJ
4QLH
4MBR
4URN
4LHV
4G3N
4ME8
4CJ9
4N9P
3WLU
4P80
4RUN
4N4B
3wW8L
4Y9T
3WT1
4KW3
4CK4
4MEW
4BQON
4MYU
4MQ3
4CIM
4X92
4UMW
4LEE
4C20
4QAW
4KNK
4PTB
4UUC
47BG
4Q9w
4RWZ
4RV5
4KEK
4BHR

3W06
4XFK
4L4H
4RLV
4TS4
4NV5
4025
3wW8K
ANGU
4M68
4QY4
43CN
AM1V
3wWUQ
43JTR
40MK
AWE2
4CQI
4080
AMKH
4351
3wW2Y
AWVL
3WA8
3WF7
4HP5
4632
4C8D
4R39
4B4X
4MD6
4W59
ALTT
ANFB
4YGJ
4QWO0
AWGI
4MAU
4PSU
4178
4QAL
4015
4R2B
4V2U
3WP4
4PF4
4POG
4LSA
4CSS
4066
40U3
4UBH
ANUY

4YZ8
4TMD
3wWBY
41IK5
4N0O1
4B57
4MNP
4PQO0
4KON
4QLG
4CZN
4MX8
4K19
4RHO
4ROV
4P56
4LTZ
41IZE
4QK3
4MRU
4PQ6
4LK4
4UMG
4L15
4P0OY
4KLZ
4WBY
4P15
4L7V
4QYN
4MTH
4KR1
435L
3WNO
4Q59
4MX0
4BJK
4L6R
4KMA
4M2V
40VR
4702
4GQK
4NI6
4MXX
4075
413B
4Q91
4L71
4BQS
4MGJ
40QR
371V

49

4HAL
406E
4CL2
2YP6
4KUL
4MLV
4MX1
40Y8
4L3L
4NOQ
40AN
41C4
3W8M
4HRA
4RCI
4MQU
2YPM
4MNR
4000
4L5V
4M90
4MAD
40KR
2YNU
4LJ39
4K47
4B5N
4RI5
4MFJ
4QTZ
4ME2
4Q2C
4X55
4uZL
4QA1
4QQS
4RNL
4IL8
4NO0J
4MJB
4CP6
4L7D
4DOP
4CZW
4C23
4NZQ
3w81
3WQ6
4LEG
412D
4RKF
4X96
4PA8

437W
4LGJ
4CFS
4K11
31I3]
4BM8
4PX9
4LT9
4R3C
40HO
3WEI
4PIO0
4PMA
4M4Z
4PQO
4YOK
4C4M
4104
4NSP
4D6G
415X
4R98
4071
3WR2
4176
4R9F
4XVH
4Q5M
4PPJ
4BSX
4CRS
4L3W
4088
4QUK
4LT6
4LZC
41EB
4HRO
4KIA
40HI
40RN
4UU4
3WDW
4V2A
4KRG
4NOV
4G08
4NCK
4108
4MVF
4LGG
4029
3wJu

4V16
4H34
4PP4
4UYE
4L46
40Y4
3WT9
ALND
3wWz1
4LA3
AN14
4LU4
4LR2
ALAA
4BM1
3W9V
3WSP
4QJL
4LQZ
4LPC
403X
4PVA
4UIT
4M4P
4LW3
4TRO
4KKY
4BZY
AN6T
3VVG
4PU5
4PHF
3wD1
ALUH
4C29
4L1D
4TMT
4RY6
4MMO
4P8N
4BF7
ANFM
4N6X
4184
4KEI
4YOD
4JL5
4K84
4L3N
4WUT
4BKO
4MZC
4BBP

4L6P
4NNR
4C2Y
4MLA
4TPN
4UR4
4P29
4RY4
4M7V
4QTB
3WH1
4MI5
4LIM
4TYO
3WLT
4CDJ
4LDJ
4BX0
3wWwC
4NON
4P09
4TN8
4BQ2
4GT8
4JA7
4B5E
4M82
4UMT
4033
4CRR
4MLL
4WK7
4BG5
4L6G
3WCQ
3WwL
4KNN
4D1S
4BUH
4KP1
4Q07
405T
4JR6
4WGH
4L0F
4YPJ
4L0T
2040
4MX6
4D6E
4P5S
409L
4w8B



4UM2
4LGN
4C1D
4KFV
4PM8
4RLK
4PF6
3WKZ
4WOH
4JP6
4Q03
4PJL
4X8E
4J0M
4CGE
4XPW
4BRS
4NQG
4HLJ
3WA7
4Q48B
4ANXW
4QBH
4YWH
4MDT
4CZE
4N6C
4HPH
4M1]
4XCT
4NMU
4R43
4BXV
4BVJ
3WVN
4X3]
4NYH
4WPZ
4BPF
4TSQ
43GG
4H5Y
40HH
3WLD
4U86
4LNY
4BPR
4KDC
3ZHI
4RDP
4RKB
4POL
40GH
4P1T
3WI3
4JLV
4064
4BY2
4BMB
3WBE

4NO8
413G
4L4E
4IMQ
4BIN
4KRU
4RV7
4K3B
41BY
4R9V
4YUD
4K71]
4CVK
4LQ4
4MLN
AUWH
4PSF
4H0J
AWFX
4KAG
4PLM
4CU7
4RUO
4PEW
4MIR
4C5F
4U2F
4CIL
4BIX
4TUH
4BA7
403W
3VVH
430U
4RUU
4TR5
4WKQ
4QVR
4Q4T
40W2
4PYR
4060
4NAG
4MKB
3WKG
4C90
4K1S
4QNX
4LX8
415G
4PNL
4MAG
4X00
AWTX
4BX8
406N
40TY
3WMY
4US3
4BZS

4NJC
2YNX
4KYV
4Qu3
4XHK
4POW
4MHQ
4LRC
4M9Q
4PVE
3Ww9
4Y0G
4LZR
4MM7
4MYV
4MU6
4MDA
41IF5
3WBD
4PDH
4N5Q
410B
3WI7
4N3T
4LDC
4LD6
4N3E
431GW
4C1I
4QuUC
3WDH
4N4U
4BFA
4XPX
4X0]
4PZS
4QBF
4NJ5
40R7
40F0
4NPK
4MUP
4NLS
4KSB
41IBZ
4WFO
4C1S
4BIG
4NLU
41IBT
4R6F
3WGK
4NCH
3WBG
4wW0D
4C43
4C84
4NLB
4M2W
4L3F

3WNK
4UWR
4748
4MIA
4C9P
4QY7
4WZR
4YIW
4W70
4M00
4wJu
3WP3
4CJB
4NKL
4NNG
4PJ13
4PF3
4G09
4TwWC
41IFS
4333
3ZFK
4C7M
4519
4R58
4N4G
4GZK
4UR9
4BYO
4K55
4U63
4CHE
3w00
4IM4
4RVQ
4BVK
4GNU
4N77
4001
4HCW
2YN8
4KG3
4LPQ
3WNY
4NRP
4BIH
4ANWK
4KIE
4M90
4L73
4UQX
3w09
4NMZ
4UZ]
4RON
419L
40VQ
4TX2
41ITC
4QEF

4CB7
4005
433V
4MKM
4RV9
4CUA
4M5E
4CBT
41LJ1
4LEF
402T
4JU3
4NRV
4375
4M5B
4KYQ
4037
4NAC
4XXL
4H7V
4LYQ
4NJ6
4AZN
4LIN
4NNB
4MRQ
4N6K
43GU
4BME
4009
4LW9
4374
4w88
4PYG
4L8L
4XPZ
3wW57
4QRK
4PWN
4PTX
4PVH
4PMO
4CCwW
4B41
4K6X
4v24
4U1D
4Co6Y
4Q46
4HMO
3WRO
4L3S
3WCK
4M5X
40HN
40HD
4QB4
4LS3
4NLP
4JAC

40ZA
4M8I
405P
3WWG
4PGR
3wWDV
4CSI
4TUU
4HIC
4TYX
4LQU
408Q
40Y7
4BTK
4K6E
4LU3
4KEX
4LG9
40AI
3wWL1
4QAP
3X6D
4N1I
4ANWF
4CI4
400Y
4UWD
4BQ4
4NS4
4C2R
4P68
4MQ1
4WFI
3wWIV
4Y2C
4USR
4XCU
40RL
4KC8
3WPZ
4CB5
40LL
4W7N
3WN6
4ULX
4Q5G
4Q3G
4WAO
4D20
4RXU
4WXE
4TLR
1CVR
4LV7
40G6
4QAH
4L4P
4QPS
4WJS
4TXD

50

477X
4KM7
4CSV
4BN1
3ZFY
3ZGJ
4XEQ
4Q2T
4CQE
4GN2
4M8U
4TNO
4Y07
3ZK9
4BEC
4K3A
4MFI
4V2B
4BVN
40GW
3ZM7
4P40
4PII
4V2E
4TVE
3wWeX
4Q1U
4G78
4HKH
4UA8
4HOF
4M7T
4PNY
4YYL
3ZP]
4ROE
4318
4NCN
4R09
4MMI
402I
4LNV
3w2X
4KMP
4CIU
4LHK
40NZ
4P0OZ
ANWG
4LHF
4GWF
4HLL
4KG6
4M4V
4Q11
4PQQ
4RN7
4154
4WXS
4RGJ

4NUI
4KMY
4QNY
4WOK
4QCJ
4BVW
4KZS
4D6H
4MQL
4IFG
4PUI
4PHG
3WVS
4M7G
4QYG
4M7R
4141
4CN9
4LTW
4RG3
4LYP
5AHO
4C41
4YU8
40Q2
4TLG
4K0B
4NOW
4N73
4TLW
4J1L
4CVI
4QRL
4CB8
3237
3ZK8
4N7E
4L1P
4REK
4MPZ
4K13
4XJ6
4R3F
4V33
40X3
4weT
4N6H
41BM
4RS2
4MT5
4MMB
4QXD
4WXQ
4K6G
4QAJ
4MYT
40PB
40BC
4M9K
40T7

4PPT
4R12
40FL
3P9U
AWET
3ZLE
4WBS
4CTJ
40LK
4QBU
4R80
4PJK
4C4A
4CIK
3203
4QBW
3200
4BG4
3WAO
ANIV
4BMD
4P6A
4N17
4TVW
4PMH
4NUZ
40BY
4J2R
40PT
ANET
4V15S
4M16
4KYS
40W0
4KPB
4JKQ
3W6R
4MXY
4QPC
4LE3
4C09
41P1
4PX7
4IYT
4NBS
4L6X
431Q
ANPW
4HH8
4QDZ
4HNQ
4JXH
4S1E
406K
4Q98
AWED
4B46
4R1K
4NST
4RGI

43CG
4YBG
4P00
4C4D
3WBJ
3WHK
4CCo
3wJ9
4D6S
4RDB
40D6
4QPW
4B7B
406U
4Q67
4PGI
3ZFZ
4MRY
4M6J
4LEC
4PD3
4LLA
4U0S
4MAI
3WHN
3ZHL
4MWI
4NOF
4CDN
4RK2
4TwWL
4LX9
4LGX
4YGT
4Y1]
4LHL
4HKG
4U28
4UBS
418Y
4W7G
4WF2
4KYP
4UAV
4MNK
4NFO
4193
4LXD
4LRJ
4H1B
4L7T
4POK
40AC
4C0S
4PQ1
4INN
3WGM
4LGC
4CNM
40AE



4N1G
4LQ8
4XX6
4NPD
4R1V
4WUN
4C7G
4RYO
431G4
4XAP
4P5U
4G3A
4QFU
4UV6
4NXJ
4PSR
4U3T
40JH
4W4M
3WE9
4HSC
40K2
3wWCzZ
4KBO
4N8Y
4P47
4LL9
40KO0
3wv4
4MNC
4JMN
3wW94
4PFI
4KMwW
4W7M
4HCS
3W7X
43v4
4PAA
4BVV
3WPQ
40F9
4C54
4v2y
3wW1C
4NLC
4CQH
40GE
4CDL
4GV]
40MB
4NLR
4KLO
4JRN
4PL2
400S
4M85
4RNX
4QN1
4L77

4033
4KCA
4KCB
4L5W
4RWE
4NL4
41IPD
4QL1
3W9R
4GOH
4NAM
4094
4P3L
4KQP
4MGQ
4YEOQ
4U3H
3X17
3W1D
4POD
4PMK
3WLI
4NOP
3VXG
4Q1I9
4PMO
40PL
4XXR
40F6
41YC
4MRH
4P4G
431CL
4LH6
4COP
3WFL
4GB0
4Q6V
4NO3
433W
4ME3
400D
4QTP
4MLZ
40NU
4CD5
400w
40Z2Q
4K1P
4LS0
3W7W
4PYT
4M09
4B97
3WTO
4MDW
4IGI
4BZ7
4L1Y
5AGD

4Q7F
4CRH
40CV
41BQ
4IYA
4R8N
4XPL
3ZLB
4N3S
4QDT
4D2R
4NT1
4wD1
4JWF
4QMH
402L
4PQK
4CS0O
4X90
4L3U
4K89
4RPV
4X7K
4ROY
4BW8
4U0T
4QDH
3ZFX
3ZNT
4TIV
4N6W
4HDH
4CSB
4LRD
4U5A
4PQZ
4HIN
4N71
4351
3WRZ
4PT1
3WNP
4COT
4PWZ
4QBV
4NUO
4MKF
4HSQ
4TXA
41ED
4Y7U
40XP
3207
4JHV
3WG6
4Q3Z
4Q5I
4INZ
4QD4
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