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1 Comparison of the performance of 3dRNAscore, KB potential, RASP, and Rosetta methods in test set

II
ES(RMSD) ES(DI) ES(INF ;) ES(INFye) ES(INFg0k)
Decoy RNA Length Method n 5 3 I
K2 R S D K R S D K R S D K R S D K R S
Position 1duq 26 Xoray 85 76 76 71 83 75 76 7 94 85 83 71 9 83 8 69 87 78 8 69
restrained 127 30 Xray 83 79 66 62 81 78 66 62 82 79 82 63 82 79 78 61 76 78 79 59
dynamics and Lmsy 27 Xray 75 57 57 36 76 6 56 35 68 73 67 37 4 38 38 24 63 56 58 34
REMD (A) 1nuj 24 X-ray 7.7 73 52 69 74 72 52 67 85 77 77 64 88 73 65 53 71 73 7.7 64
434d 14 Xray 8 77 7 68 76 77 69 68 87 81 85 69 87 85 82 65 84 72 74 63
lduq 26 Xray 75 7 57 38 69 7 57 35 24 23 29 38 43 29 33 38 37 37 37 43
lesy 19 NMR 49 54 45 56 65 55 47 57 26 15 24 1.8 07 02 04 02 22 18 2 15
127 30 Xray 59 58 37 26 67 58 37 25 39 34 29 23 33 29 22 1.7 4 26 3.7 28
1i9v 76 Xray 61 26 53 3 55 27 51 3 55 51 47 28 57 39 41 25 36 29 33 19
1kka 17 NMR 57 46 41 46 69 43 41 48 35 29 29 32 03 02 02 03 32 25 22 28
lmsy 27 X-ray 59 56 22 46 67 54 27 45 42 33 37 33 04 05 1 08 36 23 35 33
Normal 1nuj 24 X-ray 7.1 74 59 24 45 7 59 22 35 32 33 21 41 32 39 32 33 22 24 19
modes (B) lqwa 21 NMR 35 32 2 38 37 33 22 39 31 21 26 27 29 23 26 27 27 14 18 22
1x9k 62 X-ray 67 1.6 52 3 31 19 52 28 56 49 46 28 5 49 46 26 5 48 4 25
1xjr 46 X-ray 7.7 54 79 22 62 5 79 25 6 52 54 23 44 43 48 1.8 52 39 46 21
1ykq 19 X-ray 46 34 35 28 5 33 38 25 6 55 48 24 5 38 37 26 44 43 41 1.7
1zih 12 NMR 7.7 54 57 66 69 53 57 65 26 26 26 23 0 0 0 0 34 38 35 33
28sp 28 NMR 57 4 65 18 57 45 67 29 57 52 49 25 33 27 26 12 39 33 47 24
2188 34 NMR 68 54 49 44 41 54 47 42 41 4 41 32 57 51 49 33 31 18 23 18
434d 14 X-ray 7.7 74 74 52 69 74 76 52 43 38 35 36 39 29 26 27 43 34 35 36
ladd 41 NMR 24 38 2 08 21 4 2 07 3 32 3 04 18 13 12 02 34 2 2 04
Lesl 28 Xray 2 1.5 16 13 24 14 16 14 24 27 32 13 2 27 24 08 24 25 26 1.1
ldgf 19 Xray 42 1.8 28 1 36 2 32 1 24 34 32 1 3 21 26 09 28 3 3 09
lesy 19 NMR 32 37 48 12 38 35 42 11 34 25 22 13 42 32 18 11 28 1.7 26 15
1i9x 26 X-ray 34 13 22 15 4 15 36 16 3 28 22 17 3 25 24 1.7 2 2 2 16
1j6s 24 X-ray 02 14 02 06 16 17 08 05 34 31 3 05 12 09 06 04 48 43 4 1
1kd5 22 Xray 32 03 08 02 24 05 16 03 26 29 26 02 2 12 16 03 42 33 38 08
1kka 17 NMR 14 12 06 06 2 08 08 06 3 25 34 21 34 27 18 14 28 28 3 18
112x 27 X-ray 06 32 1 18 15 32 12 18 24 2 18 18 04 01 0 03 3 24 22 18
FARNA (C)  1mhk 32 Xray 1.6 1.2 16 1 14 12 14 12 26 19 22 12 22 25 26 12 2 1.7 18 12
1q9a 27 X-ray 26 05 08 08 32 05 12 08 2 1.8 16 08 08 1 1 06 38 31 32 15
lqwa 21 NMR 22 12 04 1 14 13 06 1 24 27 26 1 1.8 18 18 11 32 29 26 1.1



ES(RMSD ES(DI ES(INF ES(INF ES(INF
Decoy RNA Length Method ( ) (DD ( all) ( we) ( stack)
D! K2 R3 S D K R S D K R S D K R S D K R S
1xjr 46 X-ray 2.4 2 2.4 1.2 3.2 1.9 34 1 3.8 42 44 1.2 22 1.6 1.8 05 36 36 3.6 0.9
1zih 12 NMR 4.8 5 4.8 2 6.8 5.5 7.2 1.9 46 21 1.6 2 3.6 1.6 04 07 26 28 3.8 2.9
255d 24 X-ray 24 07 0.6 1.3 2 0.7 0.6 1.1 22 2.3 1.8 1.2 1.8 1.3 1 0.9 2 1.4 1.4 1
283d 24 X-ray 1.4 08 08 0.7 1.8 0.8 1 07 28 25 3 08 26 23 08 05 3.1 27 2.8 0.7
28sp 28 NMR 2.8 1.5 3 1.7 3.8 1.2 4.2 1.8 48 39 4.2 1.6 32 27 24 1.2 39 29 3 1.3
2a43 26 X-ray 2.2 2 1.4 06 3.2 1.8 2 0.6 3 34 28 05 22 21 1.8 05 35 3 3.2 0.7
2188 34 NMR 3.2 1.3 22 1.3 3.6 1.3 1.6 1.2 26 27 2.2 1.2 38 23 1.8 08 2.7 14 22 1.2
A 800 724 6.42 6.12 7.80 7.24 6.38 6.04 832 790 788 6.08 7.74 7.16 6.86 544 7.62 7.14 7.36 5.78
B 6.23 495 497 376 5.69 4.92 5.05 3.78 420 3.67 3.69 274 327 265 273 196 3.71 298 3.29 254
AVERACGE C 243 181 1.79 1.08 283 1.83 222 1.07 297 277 268 1.15 238 189 1.57 0.79 3.08 2.61 2.78 1.23
VALUES X-Ray 482 381 3.66 2.78 4.65 3.80 3.89 2.73 4.45 420 4.12 262 3.78 3.28 3.20 221 4.32 3.80 3.97 2.55
NMR 418 3.52 350 2.72 4.41 3.53 3.75 2.79 349 292 298 195 267 201 1.68 1.09 3.07 239 2.75 1.86
ALL 461 371 3.61 276 457 3.71 3.84 275 4.13 3.77 3.74 239 341 286 2.69 1.84 391 333 3.56 232
13dRNAscore
KB
3RASP
4Rosetta



2 Energy-RMSD plots of the results in test set II

Energy

Energy

Energy

Energy

Energy

MD-1DUQ

Rt A2 . . f
. gne k- G .
. ]

R

5 10 15 20 25 30 35 40

RMSD

MD-434D

AN

25

5 10 15 20 25
RMSD

NM-119V

24
23
22
21
20
19

18

1.2 3 4 5 6 7 8 9
RMSD

NM-1QWA

30

1 2 3
RMSD

NM-1ZIH

20
10

-10
-20
-30

-40

Energy

Energy

Energy

Energy

Energy

25
20
15
10

-10

25
20
15
10

24
23
22
21
20
19
18
17

MD-1F27

10 15 20 25 30
RMSD

NM-1DUQ

RMSD

NM-1KKA

RMSD

NM-1X9K

4 8 10 12

6
RMSD

NM-28SP

1

2 3 45 6 7 8 910
RMSD

Energy

Energy

Energy

Energy

Energy

MD-1MSY

RMSD

NM-1ESY

30
25
20
15
10

RMSD

NM-1MSY

RMSD
NM-1XJR

26
24
22
20
18
16
14
12

6 8
RMSD

NM-2F88
24

10

22
20
18
16
14
12
10

Energy

Energy

Energy

Energy

Energy

-5
0

30
25
20
15
10

23
22
21
20
19
18
17
16
15

20
10

-10
-20
-30
-40
-50

MD-1NUJ

R

v .
% Y
o

5

10 15 20 25 30 35 40
RMSD

NM-1F27

RMSD

NM-1NUJ

0

1

2 3 45 6 7 8 910
RMSD

NM-1YKQ

0

1

2 3 45 6 7 8 910
RMSD

NM-434D

TSN




Energy

Energy

Energy

Energy

Energy

20
15
10

-10
-15

ChdANMONA®®

14
12
10

oNn s O

FARNA-157D
. .-“.'."':"'e
0 05 1 15 2 25 3 35 4 45
RMSD
FARNA-1ESY
L
01 2 3 4 5 6 7 8 9 10
RMSD
FARNA-1KKA
0 1 3 4 5 6 7 8
RMSD
FARNA-1QWA
0 10 12
FARNA-283D
"'-f::-':
. '\"j.gg.‘ - :
0 1 2 3 4 5 6 7

RMSD

Energy

Energy

Energy

Energy

Energy

23
22
21
20
19
18
17
16
15
14
13

FARNA-1A4D

5 10 15 25

RMSD

20

FARNA-119X

30

RMSD

FARNA-1L2X

2 4 6 8 10 12 14 16 18
RMSD
FARNA-1XJR
5 10 15 20 25 30
RMSD
FARNA-28SP
2 4 6 8 10 12 14 16

Energy

Energy

Energy

Energy

Energy

28
26
24
22
20
18
16
14
12
10

18
16
14
12
10

-10
-15
-20
-25
-30

FARNA-1CSL

4 6 8
RMSD

10

FARNA-1J6S

4 6 8

10 12

RMSD

FARNA-1MHK

14

16

18

4 6 8
RMSD

FARNA-1ZIH

0 05

1 15 2 25 3 35 4 45

RMSD
FARNA-2A43

10
RMSD

Energy

Energy

Energy

Energy

Energy

16
14
12
10

SN

20
18
16
14
12
10

FARNA-1DQF

0 05 1 15 2 25 3 35 4 45
RMSD
FARNA-1KD5
o 1 2 3 4 5 6 7
RMSD
FARNA-1Q9A
0 1 2 3 4 5 6 7 8
RMSD
FARNA-255D
0 05 1 15 2 25 3 35 4
RMSD
FARNA-2F88
0 1 23 456 7 8 910

RMSD



3 Energy-DI plots of the results in test set II
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4 Energy-INF,; plots of the results in test set 11
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5 Energy-INF,. plots of the results in test set II
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6 Energy-INF,,. plots of the results in test
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