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Table S1. The Atomic Coordinates (angstroms) of Complex 1
Center Coordinates (Angstroms)
Number Element X Y Z

1 C 1.759466 3.929059 1.656433

2 C 1.123239 3.071809 0.789364
3 C 4.412344 0.483472 3.130124
4 C 3.429838 0.659815 2.157881

5 C 2.915795 -0.401239 1.427138

6 C 3.300296 -1.710078 1.727891

7 C 4.268627 -1.921534 2.729465

8 C 4.837317 -0.825368 3.417039

9 C 2.767394 1.961569 1.764581

10 Cl 4.776036 -3.560012 3.123784
11 C 1.102507 -2.931705 -0.572117
12 C 1.516088 -3.817465 -1.538880
13 C 2.504737 -1.863045 -1.917520
14 C 3.788604 1.621335 -1.603776
15 C 3.072987 0.430515 -1.463184
16 C 3.326953 -0.644964  -2.304887
17 C 4.247624 -0.561919  -3.348246
18 C 4.960270 0.638708 -3.516314
19 C 4.738778 1.724339 -2.638641
20 Cl 5.653428 3.214285 -2.841332
21 C -1.739991 3.829111 1.685209
22 C -1.366629 3.075947 0.603416
23 C -2.327360 1.735105 2.079938
24 C -2.996322 0.426196 2.443178
25 C -3.740406 0.158862 3.590722
26 C -4.368718 -1.094099 3.699467
27 C -4.241355 -2.043125 2.659707
28 C -3.454330  -1.757404 1.526490
29 C -2.802338 -0.524499 1.452242
30 Cl -5.067149  -3.592435 2.783103
31 N -1.735491 1.724064 0.912697
32 o -2.245813 3.007288 2.779248
33 N 1.831017 1.825986 0.863787
34 N 1.725014 -1.678991 -0.883174
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