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S1. Selected geometric parameters (A, °)

Table S1  Bond lengths [A] and angles [°] for a.

S(1)-C(21) 1.626(4)
0(1)-C(3) 1.189(4)
0(2)-C(15) 1.161(4)
N(1)-C(21) 1.278(4)
N(1)-H(1A) 0.8600
N(1)-H(1B) 0.8600
N(2)-C(21) 1.282(4)
N(2)-H(2A) 0.8600
N(2)-H(2B) 0.8600
C(21)-N(1)-H(1A) 120.0
C(21)-N(1)-H(1B) 120.0
H(1A)-N(1)-H(1B) 120.0
C(21)-N(2)-H(2A) 120.0
C(21)-N(2)-H(2B) 120.0
H(2A)-N(2)-H(2B) 120.0
0(1)-C(3)-C(4) 121.1(5)
0(1)-C(3)-C(2) 122.5(5)
C(4)-C(3)-C(2) 116.4(3)
0(2)-C(15)-C(13) 125.9(4)
N(1)-C(21)-N(2) 116.6(3)
N(1)-C(21)-S(1) 122.2(3)
N(2)-C(21)-S(1) 121.2(3)

Torsion angles [°].

C(1)-C(2)-C(3)-O(1) 178.2(4)
O(1)-C(3)-C(4)-C(5) -177.4(4)
C(12)-C(13)-C(15)-0(2) 29.6(6)

C(14)-C(13)-C(15)-0(2) 148.1(4)
C(20)-C(13)-C(15)-0(2) -94.3(5)

Symmetry transformations used to generate equivalent atoms:



