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Figure S2. Distribution of alanine (ALA) backbone dihedral angles.
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Figure S3. Distribution of arginine (ARG) backbone dihedral angles.
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Figure S4. Distribution of asparagine (ASN) backbone dihedral angles.
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Figure S5. Distribution of aspartic acid (ASP) backbone dihedral angles.
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Figure S6. Distribution of first cysteine in S-S bridge (CYS1) backbone dihedral angles.
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Figure S7. Distribution of second cysteine in S-S bridge (CYS2) backbone dihedral angles.
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Figure S8. Distribution of neutral cysteine (CYSH) backbone dihedral angles.
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Figure S9. Distribution of glutamine (GLN) backbone dihedral angles.
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Figure S10. Distribution of glutamic acid (GLU) backbone dihedral angles.

S19



w(°)

w(°)

GLY (N=345)

Probability (x1073)

0.0 0.1 0.2 0.3 0.5 0.6 0.7 0.8
S——

Probability

0.005 0.010

45A4
—— Experimental

120 A - =]
60 : - -
2
0- Y. - -
-
~60 - ' 1 -%
-120 - 1‘%
1 I 1 1 - 1 — 1 1 1 1 1 1 1
-120-60 0 60 120 -120-60 0 60 120 0.004 0.008
¢ (°) ¢ (°) Probability
A
GLY (N=345) | 2
o
Probability
3
Probability (x1073) Ks
0.0 0.1 0.2 0.3 0.5 0.6 0.7 0.8 ° 536
<Tmowesessiey | 10 L —— Experimental
"’ B C D
120 A - B
=
60 : - -
e
0 A ]
4
~60 - ' . -%
-120 - -
1 . 1 1 1 - 1 = 1 1 1 1 1 1 = 1
-120-60 0 60 120 -120-60 0 60 120 0.004 0.008
¢ (°) ¢ (°) Probability

S20



w(°)

w(°)

GLY (N=445) L o
o
Probability
8
Probability (x1073) i g
0.0 0.1 0.2 0.3 0.5 0.6 0.7 0.8 — 54A7
<Tomesesse | T L P — Experimental
' B C D
120 A . .
60 - . .
4
0 A - :
—-60 . - -
-120 - -
1 I 1 1 1 1 1 1 1 1 1 1
-120-60 O 60 120 -120-60 0 60 120 0.004 0.008
¢ (°) ¢ (°) Probability
A
GLY (N=445) L o
o
Probability
8
Probability (x1073) i g
0.0 0.1 0.2 0.3 0.5 0.6 0.7 0.8 — 54p8
<Towesesesp | T L F —— Experimental
' B C D
120 A . .
60 - -
»
0 : A | .
—-60 . - .
-120 - -
I 1 1 1 1 I I I 1 1 I I
-120-60 O 60 120 -120-60 O 60 120 0.004 0.008
¢ (°) ¢ (°) Probability

Figure S11. Distribution of glycine (GLY)) backbone dihedral angles.
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Figure S12. Distribution of histidine protonated at ND1 (HISA) backbone dihedral angles.
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Figure S13. Distribution of histidine protonated at NE2 (HISB) backbone dihedral angles.
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Figure S14. Distribution of histidine with +1 formal charge (HISH) backbone dihedral angles.
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Figure S15. Distribution of isoleucine (ILE) backbone dihedral angles.
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Figure S16. Distribution of leucine (LEU) backbone dihedral angles.
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Figure S17. Distribution of lysine with +1 formal charge (LYSH) backbone dihedral angles.
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Figure S18. Distribution of methionine (MET) backbone dihedral angles.
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Figure S19. Distribution of phenylalanine (PHE) backbone dihedral angles.
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Figure S20. Distribution of proline (PRO) backbone dihedral angles.
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Figure S21. Distribution of serine (SER) backbone dihedral angles.
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Figure S22. Distribution of threonine (THR) backbone dihedral angles.
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Figure S23. Distribution of tryptophan (TRP) backbone dihedral angles.
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Figure S24. Distribution of tyrosine (TYR) backbone dihedral angles.
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Figure S25. Distribution of valine (VAL) backbone dihedral angles.
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