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Table S1. Atomic Cartesian coordinates of 1y (xyz format). Unit is A

161

Fe 1.28899409 22.27300707 30.06301561
Fe 4.01395093 21.94999706 30.04495485
S 2.50200057 20.53200476 29.23400669
S 2.86500066 23.56100539 30.98900711
C 1.13860819 16.76369875 28.63830440
0 0.54797514 15.73999663 28.37709346
C 3.49703380 17.14961994 27.82268134
C 3.26192275 16.38862279 26.55740705
C 2.34964254 16.79563185 25.59223485
C 3.90302589 15.22394452 26.27309800
C 2.10570349 16.12081767 24.42118957
C 3.71233184 14.49827333 25.06576974
c 2.83506965 14.96809150 24.13594255
N 0.61438029 17.96031959 28.47019358
C -0.70986932 18.20058252 27.96795531
C -0.73172119 19.41129953 27.00632325
¢} -0.75808518 19.24200843 25.77200790
C -1.74699737 18.47491526 29.09003767
¢} -3.05300468 18.59195942 28.56900753
C -0.73590513 21.83403395 26.72097913
C 0.47398013 22.15267512 25.86172180
0 0.33201408 22.78012419 24.79607371
C -1.11600826 23.04899026 27.60903634
S 0.23601507 23.76000641 28.59798554
N 1.65508648 21.77215879 26.30238331
C 2.93077937 22.07504630 25.70575358
C 3.19272980 23.54903540 25.53578286
0 3.94410900 23.94500053 24.62609271
C 3.15720073 21.34397783 24.42304058
C 3.13696273 19.85498656 24.47303058
C 3.64995686 19.28403346 23.15095726
N 5.08900417 19.18899439 22.87403526
C 5.88000132 18.14100113 23.11399423
N 5.39000324 17.04700792 23.69201639
N 7.15000063 18.08300114 22.80500023
N 2.54910946 24.38000958 26.35739922
C 2.57428477 25.80613396 26.19952766
C 2.89317286 26.59193994 27.47500628
0 2.79091647 27.82499834 27.49203737
C 1.24292724 26.29396500 25.59513299
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Figure S1. Illustration of the peptide and amino acid models using Cys41, Ala43, Thr48 and Cys79
([Cys79+Thr78]].
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Figure S2. Change in [P(red) values by the structural change in the hydrogen bonds. (A) A model
structure using Gly44 and Ala45. All internal structural parameters (bond distances, angles and
dihedral angles) are fixed but only the r and &are changed. The plots of IP(red) values against (B)
inverse of the S-H distance (r-!) and (C) the N-H-S angle ().



