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Fig. S1. Comparison of Simulated and experimental chemical shifts of Cp, Co, Ha, Hy and N atoms
for PaaA2 with ESFF1 and ff14SB force fields.
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Fig. S2. Comparison of Simulated and experimental chemical shifts of Cp, Co, Ha, Hy and N atoms
for p15PAF with ESFF1 and ff14SB force fields.



— Exp
== ESFF1
{—o— {f14SB

A6Cg (ppm)
§‘

ASHq (ppm)

ASHy (ppm)

N
8
L

5.0+

A6N (ppm)

|
N
w

1

—5.0 4

T
0 20 40 60 80
Residue Number

Fig. S3. Comparison of Simulated and experimental chemical shifts of Cp, Ha, Hy and N atoms for
Sicl with ESFF1 and ff14SB force fields.
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Fig. S4. Comparison of simulated and experimental chemical shifts of Cp, Ho, Hy and N atoms for
ordered protein 2KRK which only has a helix with ESFF1 and ff14SB force fields.
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Fig. S5. Comparison of simulated and experimental chemical shifts of Ca, CB, C,, Ha, Hy and N
atoms for ordered protein 2JIN8 which only has a helix with ESFF1 and {f14SB force fields.
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Fig. S6. Comparison of simulated and experimental chemical shifts of Ca, CB, Ho, Hy and N
atoms for ordered protein 2KHN which only has a helix with ESFF1 and ff14SB force fields.
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Fig. S7. Comparison of simulated and experimental chemical shifts of Ca, CB, Co, Ha, Hy and N
atoms for ordered protein 2L1P which only has a helix with ESFF1 and ff14SB force fields.
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Fig. S8. Comparison of simulated and experimental chemical shifts of Ca, CB, Co, Ha, Hy and N
atoms for ordered protein 2JZ2 which only has B sheet with ESFF1 and ff14SB force fields.
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Fig. S9. Comparison of simulated and experimental chemical shifts of Ca, CB, Co, Ha, Hy and N
atoms for ordered protein 2KL6 which only has  sheet with ESFF1 and ff14SB force fields.
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Fig. S10. Comparison of simulated and experimental chemical shifts of Cp, Ha, Hy and N atoms
for ordered protein 2KPW which only has 3 sheet with ESFF1 and ff14SB force fields.
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Fig. S11. Comparison of simulated and experimental chemical shifts of Ca, CB, Co, Ha, Hy and N
atoms for ordered protein 1PQX which both has a helix and B sheet with ESFF1 and ff14SB force
fields.
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Fig. S12. Comparison of simulated and experimental chemical shifts of Cp, Ha, Hy and N atoms
for ordered protein 1XPV which both has o helix and B sheet with ESFF1 and ff14SB force fields.
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Fig. S13. Comparison of simulated and experimental chemical shifts of Ca, CB, Co, Ha, Hy and N
atoms for ordered protein 1XPW which both has a helix and B sheet with ESFF1 and ff14SB force

fields.

14



— Exp
—e— ESFF1
—o— ff14SB

ASC, (ppm)

A6Cs (ppm)

A6Co (ppm)

1.5+
1.0+
0.5 4

0.0 A

AbH, (ppm)

—0.5 =

A6Hy (ppm)

10 4
£
g 27
2
= B
Q
q

1 L]
0 20 40 60 80 100
Residue Number

Fig. S14. Comparison of simulated and experimental chemical shifts of Ca, CB, Co, Ha, Hy and N
atoms for ordered protein 2KPP which both has a helix and B sheet with ESFF1 and ff14SB force
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Fig. S15. Comparison of simulated and experimental chemical shifts of Ca, CB, Co, Ha, Hy and N
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atoms for ordered protein 2KRT which both has a helix and B sheet with ESFF1 and ff14SB force

fields.
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Fig. S16. Comparison of simulated and experimental chemical shifts of Ca, Cp, Ha, Hy and N atoms

for ordered protein 21.33 which both has o helix and B sheet with ESFF1 and ff14SB force fields.
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Table S1. The force field score all systems with ESFF1, {ff14SB, and the previous

study of a99SB-disp.

System a99SB-disp ff14SB ESFF1
PaaA2 1.21 1.36 1.27
pl15PAF 1.14 1.51 1.47
Sicl 1.23 2.20 2.03
2KRK 1.06 1.10 1.02
2JN8 1.05 1.12 1.04
2KHN 1.00 1.24 1.22
2L1P 1.00 1.26 1.25
2172 1.06 1.07 1.06
2KL6 1.01 1.11 1.08
2KPW 1.01 1.16 1.16
1PQX 1.10 1.03 1.07
IXPW 1.00 1.14 1.23
IXPV 1.07 1.04 1.14
2KPP 1.00 1.16 1.28
2KRT 1.02 1.02 1.08
2133 1.01 1.23 1.10
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