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DP score vs Accuracy
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Supplementary Figure 1. DP score vs Accuracy. The DP score vs mean all by all
pairwise backbone RMSD to the reference structure is plotted for all valid entries.
The dashed line indicates the more stringent lower threshold of 0.75 for identifying
reliable (RMSDs to reference < ~3 A) models. Symbols for each target are indicated
on the right. Open symbols indicate entries generated from truncated input
sequences.



At least 5 residues apart.

HR2876B | 1123  44% 44% 43% 44% 42% 37% 42% 37% 49% 30% 27% 40%

HR2876B_ARIA_c 79% 88% 79% 95%
HR2876B_ARIA_cr 80% 88% 80% 95%
HR2876B_ARIA_u 47% 42% 47% 46%
HR2876B_ARIA_ur 49% 44% 49% 48%
HR2876B_ASDP-CNS_c 80% 94% 80% 91%
HR2876B_ASDP-CNS_ur 73% 100% | 74%
HR2876B_ASDP-Rosetta_c 81% BNPAN 81% 92%

HR2876B_ASDP-Rosetta_ur 100% @ 73% 74%
HR2876B_CYANA_c V2T S (5 1063

HR2876B_Ponderosa_r 56% 81% 82% 81% 87%

HR2876B_UNIO_r 89% 90% 89% 93%

HR2876B_UNIO_u 65% 70% 70%

Supplementary Figure 2A. Heatmap of the fractions of overlapping long-range NOE
restraints between the HR2876B target and entries, determined on the basis of
pseudo-atom.



At least 5 residues apart.

HR2876B 99% 100% 99% 97% 98% 97% 100% 93% 89% 98%
HR2876B_ARIA_c 37 100% 98% 97% 98% 97% 99% 93% 89% 97%
HR2876B_ARIA_cr [0 (V173 100% 98% 97% 98% 97% 98% 93% 89% 97%
HR2876B_ARIA_u B (V73 (53 97% T4% T6% 73% 7T6% 75% 70% 66% 78%
HR2876B_ARIA_ur BV (573 (373 98% 7% 78% 76% 78% T1% 73% 69% 80%
HR2876B_ASDP-CNS_c YA I T 473 99% 100% 95% 97% 95% 97% 88% 81% 95%
HR2876B_ASDP-CNS_ur SR L073: 1. 2/ 98% 98% 87% QP UM 87% 100% 86% 79% 74% 89%
HR2876B_ASDP-Rosetta_c [ IAZSNN 1578 98% 99% 98% 96% MM 9%6% 98% 87% 81% 94%
HR2876B_ASDP-Rosetta_ur [ SRZ: - 373 98% 98% 87% 100% 87% 86% 79% 74% 89%
HR2876B_CYANA_c [l L790 11/ 99% 100% 98% 97% 98% 97% 93% 89% 97%
HR2876B_Ponderosa_r [T ¥/ 9% 100% 97% 96% 96% 96% 98% E 90% 98%
HR28768_UNIO_r [t IS 1 100% 100% 99% 99% 98% 99% 99% 95% 100%

HR28768_UNIO_u [lEX373 100% 93% 94% 92% 94% 93% 89% 86% QY

Supplementary Figure 2B. Heatmap of the fractions of overlapping long-range NOE
restraints between the HR2876B target and entries, determined on the basis of
residue.



At least 5 residues apart.

HR2876C| 907 26% 26% 31% 30% 20% 40% 31% 38% 33% 14%

HR2876C_ARIA_cr 100% 81% 75% §SS% 92% 34%
HR2876C_ARIA_cr(10-97) 100% SSEM 81% 75% [S5% 92% 34%
HR2876C_ARIA_ur | 41% <07 <0 55% NCTLEN 73% 32%
HR2876C_ASDP-Rosetta_cr 64% 64% 73% 959%  85% 31%

HR2876C_ASDP-Rosetta_ur 51% 51% 69% 64% ECEEE 64% 26%
HR2876C_CYANA_c 63% 63% 74% 65% 866 29%
HR2876C_CYANA_u 53% 53% 80% | 59% Z 31%

HR2876C_I-TASSER_c . 39% 30% 19%

HR2876C_I-TASSER_u 38% 31% 24% 16%

HR2876C_Ponderosa_r F 47 % YT 44% 317

HR2876C_UNIO_r 7473 87% 75% | 59% 1%

HR2876C_UNIO_u 62% 53% 35%

Supplementary Figure 3A. Heatmap of the fractions of overlapping long-range NOE
restraints between the HR2876C target and entries, determined on the basis of
pseudo-atom.



At least 5 residues apart.

HR2876C 9%6% 96% 98% 93% 83% 9% 97% 98%

HR2876C_ARIA_cr L3S 100% 99% 95% 86% 97% 98% 99%
QRGO R[] 98% 100% QS 99% 95% 86% 97% 98% 99%
LRGN G 92% 90% 90% I 86% 81% 92% 94% 95%

QRPLY RNl 95% 93% 93% 97% YA 85% 95% 97% 96%
LEPYCCLLE RPN 84% 81% 81% 89% 84% MYl 84% 88% 90%

REVCNa7IVY 98% 95% 95% 98% 92% 84% H 97% 97%

RPNV 94% 92% 92% 98% 90% 85% 95% QR:MEE 96%

(EVLYCMRYESSWY 80% 77% 77% 86% 74% 68% 80% 83% [GEE]

CEPLICONRPESHN 68% 66% 66% 73% 64% 60% 69% 71% 77%

QEPLTCONCIRERENY 97% 93% 93% 97% 92% 91% 96% 96% 97%

REECOMUNIONE 99% 98% 98% 100% 96% 89% 100% 99% 100%

HR2876C_UNIO_u [REENZS T 7 99% 92% 96% 97% 98%

Supplementary Figure 3B. Heatmap of the fractions of overlapping long-range NOE

restraints between the HR2876C target and entries, determined on the basis of
residue.



At least 5 residues apart.

T T T T

HR5460A 11349 29% 21% 19% 13% 29% 5% 23% 22% 9% -

HR5460A_ARIA_c | 30% 20% 33% -

HR5460A_ASDP-CNS_c | 37% 20% 34% -

HR5460A_ASDP-CNS_cr | 34% 19% 34% -

HR5460A_ASDP-CNS_u | 29% 21% 37% -

HR5460A_CYANA_c - 33% 19% 32% -

42%

HR5460A_Ponderosa_r | 26%

HR5460A_UNIO_c | 36%

HR5460A_UNIO_cr | 35%

HR5460A_UNIO_r | 33% 374
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Supplementary Figure 4A. Heatmap of the fractions of overlapping long-range NOE
restraints between the HR5460A target and entries, determined on the basis of
pseudo-atom.



At least 5 residues apart.

HR5460A 9% 90% 87% 85% 89% | 69%
HR5460A_ARIA_c SN 89% 89% 85% 89% | 71%
HR5460A_ASDP-CNS_c 170157 89% 80% 84% | 91%
HR5460A_ASDP-CNS_cr iV S73 0790 1 78 80% 81% | 958%

HR5460A_ASDP-CNS_u [:IEZ3C X 750 . /S . 7.5 /8 78% | 571% -
IV OZ\IWY 98% 99% 91% 90% 86% 91% | 70%
RELVCNIIICEGEENE 93% 95% 91% 89% 87% 91% 82%

HR5460A_UNIO_c [L0O0Z30 (1[0 5230 07 X 7S ) 7% T1%

HR5460A_UNIO_cr [ V100730 (01057790 (S5 790 X 579 ) b7 78%
HR5460A_UNIO_r 99% 98% 98% 97% 98%
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Supplementary Figure 4B. Heatmap of the fractions of overlapping long-range NOE
restraints between the HR5460A target and entries, determined on the basis of
residue.



HR6430A

HR6430A_ARIA_c

HR6430A_ARIA_u

HR6430A_ASDP-CNS_c

HR6430A_ASDP-CNS_u

HR6430A_CYANA_c

HR6430A_CYANA_u

HR6430A_Ponderosa_r

HR6430A_UNIO_r

HR6430A_UNIO_u

Supplementary Figure SA. Heatmap of the fractions of overlapping long-range NOE
restraints between the HR6430A target and entries, determined on the basis of

pseudo-atom.
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At least 5 residues apart.

HR6430A 9% 99% 95% 96% 99% 99% 87% 96%
HR6430A_ARIA_c [l 100% 94% 95% 96% 97% 87% 95%
HR6430A_ARIA_u [ 573 (10573 9% 95% 96% 97% 87% 95%

HR6430A_ASDP-CNS_c IS 1 L7 b/ 97% 99% 98% 83% 95%
HR6430A_ASDP-CNS_u [CTAZENN® 1 SN LN T Y 96% 97% 81% 94%
LN 7\IEY 99% 99% 99% 95% 95% 99% 87% 96%

PRV OQ7IVEN 98% 100% 100% 94% 95% 98% 86% 96%

CEENIMEEIEENE 96% 98% 98% 92% 93% 96% 89% 95%

BEEVMUNONE 99% 100% 100% 98% 99% 98% 569 RSNV

HR6430A_UNIO_u 100% 100% 97% 97% 98% 90% RSV

Supplementary Figure 5B. Heatmap of the fractions of overlapping long-range NOE
restraints between the HR6430A target and entries, determined on the basis of
residue.
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i i i i At least 5 re§idues apart. i i i i
HRe470AL 313  20% 20% 20% 20% 18% 16% 18% 14% 17% 16% 16% 14% 20% 18% 10% 15%
LV WUTNIRPIS TN 99% 98% 98% 90% 84% 89% 79% 77% 75% 11% 69% 91%
HR6470A_ARIA_c(10-59) | 24% [EEZSN 385 [NCLPZSNNE- V7SN T A7S0 72/
HR6470A_ARIA_cr [ 25%

81% | 56%
86% 78%
98%

9% 99%
t 28%

74%
74% 73% 68% 66% 87% 78% | 54% T71%
98% I 98% 89% 84% 89% T78% T76% 75% 10% 68% 89% 81% [ 85%  73%
[LEVWUTNCIEONPRI M 96% 98% 96% [EREINM 87% 83% 86% 771% 75% 74% 68% 67% 87% 78% 54%N 71%
HR6470A_ARIA_u| 23% [IIAZSNNE-TAZINNR 673NN 1479 355 87% 97% 82%  69% 67% 71% 68% 81% 81% 75%
QLY WCTNNL ) 86% 87% 86% 87% 91% 341 91% 86% | 69% 68% 69% 68% 80% 79% |92% " 72%
LL WU/ 86% 85% 87% 85% 97% 86% E 81% 68% 67% 71% 68% 81% 81% [ 61% 74%
VWL VAT 81% 83% 81% 82% 87% 88% 87% KZ3 65% 64% 67% 67% 76% 76% 70%
(AU WELLIIRINCZS M 93% 92% 93% 93% 85% 81% 85% 73% QAL 95% 81% 80% 95% 82% [65% N 74%
CELPWELLENCRNI L/ 92% 93% 92% 93% 84% 80% 84% 72% 95% 155 79% 81% 95% 81% | 85% | 75%
(GUYVWILIGNCERCZL M 90% 90% 90% 90% 92% 86% 92% 82% 88% 85% QEETEM 87% 91% 90% 81%
L JWELSGERTREIL/ N 89% 89% 89% 90% 92% 86% 92% 84% 89% 90% 89% 92% 89% [54%8 81%
(LMY VL7 95% 95% 95% 95% 86% 82% 86% 75% 82% 82% 713% 74% E 83% | 88%  75%
[CEVINGIN\INN b 97% 97% 97% 97% 99%
HR6470A_UNIO_r

87% 82% 81% 83% 80% 95%
9% 99% 99% 99% 9%6% 93% 96%
HR6470A_UNIO_u

60%  87%
83% 87% 87% T716%
9% 97% 9% 97%

100%

79% 99% 92% 91%
9% 100% 87% 84% 86% 86% 85% 96% 97% | 67%

Supplementary Figure 6A. Heatmap of the fractions of overlapping long-range NOE
restraints between the HR6470A target and entries, determined on the basis of
pseudo-atom.
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HR6470A

HR6470A_ARIA_c

HR6470A_ARIA_c(10-59)

HR6470A_ARIA_cr

HR6470A_ARIA_cr(10-59)

HR6470A_ARIA_u

HR6470A_ARIA_u()

HR6470A_ARIA_ur

HR6470A_ARIA_ur()

At least 5 residues apart.
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Supplementary Figure 6B. Heatmap of the fractions of overlapping long-range NOE
restraints between the HR6470A target and entries, determined on the basis of

residue.
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At least 5 residues apart.

YR313A| 736  44% 42% 38% 30% 39% 30% 48% 35% 15% -

YR313A_ARIA_c 31% -

YR313A_ARIA_cr 31% -
YR313A_ASDP-CNS_c Fe/47/ 30% -
YR313A_ASDP-CNS_u | <1 7/ 29% -

YR313A_ASDP-Rosetta_c sk ¥/ 29% -

YR313A_ASDP-Rosetta_u [ <1 7/ 29% -

YR313A_CYANA_c F a0/ 30% -|
YR313A_Ponderosa_r 48% 48% 25% -
YR313A_UNIO_r [GPA3 191
A
£
.
»
T
© <
o Z
% °
kS

Supplementary Figure 7A. Heatmap of the fractions of overlapping long-range NOE
restraints between the YR313A target and entries, determined on the basis of pseudo-
atom.
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At least 5 residues apart.

YR313A 98% 95% 93% 94% 90% 94% 98%
YR313A_ARIA_c BEI3 9% 89% 90% 87% 90% 95%
YR313A_ARIA _cr 7 501 b3 91% 89% 89% 89% 95%

YR313A_ASDP-CNS_c I ) N1V 85% 92% 85% 91%
YR313A_ASDP-CNS_u [R:X 73R SV £° I (3 76% 100% 83%

\GRIKIWEHEENENS 94% 94% 91% 96% 87% 87% 95%

YR313A_ASDP-Rosetta_u [ X573 57 £ 7SN ¢ - &7 S [1]0 5750 (579 83%
\CRIKINAZIINMY 97% 98% 96% 91% 92% 89% 92%
\GRIRTMEENEENE 90% 94% 91% 85% 87% 83% 87% 91%

\GRIKIMUNONE 99% 100% 98% 98% 96% 99%

Supplementary Figure 7B. Heatmap of the fractions of overlapping long-range NOE
restraints between the YR313A target and entries, determined on the basis of residue.
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HR8254A

HR8254A_ARIA_c

HR8254A_ASDP-Rosetta_c

HR8254A_ASDP-Rosetta_u

HR8254A_CYANA_c

HR8254A_I-TASSER_c

HR8254A_I-TASSER_u

HR8254A_Ponderosa_r

At least 5 residues apart.

- 300

28% 22% 17% 30% 29% 22% 11%-

Supplementary Figure 8 A. Heatmap of the fractions of overlapping long-range NOE
restraints between the HR8254A target and entries, determined on the basis of

pseudo-atom.
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At least 5 residues apart.

HR8254A 94% 81% 7T71% 98% 96%
HR8254A_ARIA_c LN 88% 89% 97% 99%
HR8254A_ASDP-Rosetta_c [ MRV H 85% 91% 96%
HR8254A_ASDP-Rosetta_u [ XMW1 W03 B 83% 96%
HR8254A_CYANA _c LN W M T A0 - T &) 98%
HR8254A_I-TASSER_c [e i/ MG 287 & VA T )
CELPIVIR VSN 63% 67% S71% 99% 66% 89%

HR8254A_Ponderosa_r AN IR AN 67% 75% 83%

Supplementary Figure 8B. Heatmap of the fractions of overlapping long-range NOE
restraints between the HR8254A target and entries, determined on the basis of
residue.
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StT322

StT322_ARIA_c

StT322_ASDP-CNS_c

StT322_ASDP-CNS_u

StT322_ASDP-Rosetta_c

StT322_ASDP-Rosetta_u

StT322_CYANA_c

StT322_Ponderosa_r

At least 5 residues apart.

- 345 17'% 22'% 9% 22% 9% 24I% 5‘;/0 1
-23%
-33%
-26%
-33%
-26% 83% 100% 83%
-26%

-21% 41% 36% 28% 36% 28% 42% 78

288 38% 38% 15% -
<4 236 | 44% 44% 11% -

125 RS2 VZANVZS 15% -

44% 236 11% -

15% -

35% 35% 318 12% -

<

2 0% B B B % 5
7 % % % % 7 3

e © ®» » T 9

o o \a O
°¢4§"’4§"’

Supplementary Figure 9A. Heatmap of the fractions of overlapping long-range NOE
restraints between the StT322 target and entries, determined on the basis of pseudo-

atom.
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At least 5 residues apart.

StT322 80% 89% 66% 89% 66% 83% RIVCE

StT322_ARIA_c KA 87% 7T4% 87% T4% 85% LS/ e

StT322_ASDP-CNS_c 83% 66% 100% 66% 83% [EiFCE
StT322_ASDP-CNS_u 81% 93% 93% 100% 79% KN E
StT322_ASDP-Rosetta_c 83% 100% 66% 70X L7 38% -
StT322_ASDP-Rosetta_u 81% 93% 100% 93% 79% Kak®

StT322_CYANA_c 90% 90% 74% 90% 74% 42% -

StT322_Ponderosa_r 69% 65% 54% 65% 54% 59% LR

¢
2 0% B % B L 5
'\S"o—o—o—o%%
°c o o ®» » o
\
‘o e 7T % N
e, X

Supplementary Figure 9B. Heatmap of the fractions of overlapping long-range NOE
restraints between the StT322 target and entries, determined on the basis of residue.
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OR36

OR36_ARIA_c

ORB36_ARIA_cr

OR36_ASDP-CNS_c

OR36_ASDP-CNS_cr

OR36_ASDP-CNS_u

OR36_ASDP-CNS_ur

OR36_CYANA_c

OR36_CYANA_u

OR36_Ponderosa_r

OR36_UNIO_r

OR36_UNIO_u

At least 5 residues apart.
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Supplementary Figure 10A. Heatmap of the fractions of overlapping long-range NOE
restraints between the OR36 target and entries, determined on the basis of pseudo-

atom.
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At least 5 residues apart.

OR36 98% 99% 90% 84% 84% 98%
OR36_ARIA_c [ELYZ3N 1309 LN/ VA 86% 86% 96%
OR36_ARIA_cr [V 079 1365 [lZ 86% 87% 96%

OR36_ASDP-CNS_c [ NN - V7N Y 249 80% 80% 93%
OR36_ASDP-CNS_cr [/ V73NN VA7 SN 7S ) b/ 79% 82% 94%
OR36_ASDP-CNS_u 17 X V7SN S 1 90% 92%
(LW EAGCHNY 88% 91% 93% 84% 219 LA
OR36_CYANA_c [ESVZN 1 L1 V- 1 ) XY 947
ek 7I\VMN 88% 92% 93% 82% 82%
OCREZMSENEENY 93% 94% 95% 90% 88%
CXGHUNION 98% 100% 100% 98% 92%

OR36_UNIO_u 94% 96% 88%

Supplementary Figure 10B. Heatmap of the fractions of overlapping long-range NOE
restraints between the OR36 target and entries, determined on the basis of residue.
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OR135 94‘15 41'% 41I%

OR135_ARIA_c 96%
OR135_ARIA_cr 894
OR135_ARIA_u 84%
OR135_ARIA_ur 80%
OR135_ASDP-CNS_c 85%
OR135_ASDP-CNS_u 7%
OR135_ASDP-Rosetta_c 85%
OR135_ASDP-Rosetta_u 7%
OR135_CYANA_c 84%
OR135_CYANA_u 79%
OR135_Ponderosa_r 82%
OR135_UNIO_r 90%

OR135_UNIO_u 84%

T

31%

75%

76%

733

88%

69%

81%

69%

81%

67%

85%

89%

84%

1%

31% 36% 20%

At least 5 residues apart.

36% 20% 45% 30% 9‘;&
25%
25%
31%
28%
23%
33%
23%
33%
21%

26%

Supplementary Figure 11A. Heatmap of the fractions of overlapping long-range NOE
restraints between the OR135 target and entries, determined on the basis of pseudo-

atom.
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At least 5 residues apart.

OR135 98% 99% 96% 95% 95% 88% 95% 88% 98%

I INY 98% QUM 99% 97% 97% 96% 90% 96% 90% 98%
KWLM 98% 99% [EEIMM 97% 97% 96% 89% 96% 89% 98%
[OAELWEINN 96% 97% 97% ENEIM 98% 94% 90% 94% 90% 96%
[CUELWLTNTY 92% 93% 93% 95% QCYAM 91% 87% 91% 87% 94%
[EAELWELIOSEY 96% 96% 97% 90% 92% [N 82% 100% 82% 99%
LWL EONSEN 92% 92% 94% 95% 95% 93% QELCEM 93% 100% 94%
LKW R PN 96% 96% 97% 90% 92% 100% 82% Q- 82% 99%
ISR RPN 92% 92% 94% 95% 95% 93% 100% 93% QPEELE 94%
EHA7IINY 98% 97% 97% 95% 96% 96% 88% 96% 88% QL

(I HOZIIMN 95% 95% 95% 96% 98% 94% 87% 94% 87% 9%
LIELNIEEREENY 99% 99% 99% 99% 99% 99% 98% 99% 98% 99%
OR135_UNIO_r [lELFA 9% 99% 98% 97% 95% 97% 95% 97%

OR135_UNIO_u 98% 98% 96% 93% 93% 97%

Supplementary Figure 11B. Heatmap of the fractions of overlapping long-range NOE
restraints between the OR135 target and entries, determined on the basis of residue.
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