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Table S1 Short (>sum VdW Radii — 3.7A) S-S contacts for I. Symmetry operationsa= 1
-x,05+y,1-z;, b=2-x,05+y,1-7,¢c=-1-x,-05+y,1-z;d=-x,-1/2+y,1-2z.

| Length

S(4)-S(12) 3.5694 (15)
S(6)-S(10) 3.5984 (15)
S(10)-S(13)° 3.5787 (16)
5(2)-S(9)? 3.5497 (16)
S(4)-5(7)° 3.5785 (16)




Table S2 Hydrogen bonding interactions in I.

D-H d(H..A) <DHA d(D..A) A

[

C1-H1B 2.477 159.53 3.423 | 02 [ -x+1, y+1/2, -z+1]
C2-H2A 2.598 160.05 3.545 | 06 [ -x+1, y+1/2, -z+1 ]
C2-H2B 2.402 151 3.303 | 05 [ -x+1, y-1/2, -z+1]
C9”a-HI9B"a 2.284 127.6 2.992 | 02 [x+1,y,2]
C9AND-HIAAND 2.474 110.21 2.966 | 02 [x+1,y,2]
C10A7b-H10CAb 2.625 111.9 3.132 | 02 [x+1,y, 2]
C11-H11B 2.632 153.88 3.548 | 01

C19-H19A 2.605 175.16 3.593 | 02 [-x, y+1/2, -z+1]
C19-H19B 2.825 155.09 3.746 | CI1 [ -x+1, y-1/2, -z+1]
C20-H20A 2.265 175.02 3.253 | 05 [ -x+1, y-1/2, -z+1]
C20-H20B 2.932 131.42 3.663 | CI2 [ x, y+1/2, -z+1]

Fig. S1 Hydrogen bonding interactions viewed along the b axis. Thermal ellipsoids set at

50% probability, minor disordered components omitted for clarity.
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Fig. S2 Temperature-dependent magnetic susceptibility of 1.
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Fig. S3 Transfer integrals for I. Band calculation for I at 150K is shown in Fig. 7.



Fig. S4 H-shaped electrochemical cell



