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Table S1: Atomic coordinates of optimized structure of 2.

Center Atomic Coordinates (Angstroms)
Number Number X Y Z

1 15 4.849268 1.293220 -1.392761
2 29 3.528041 -0.020680 -0.032194
3 6 3.800894 2.293448 -2.590755
4 6 5.964880 0.175373 -2.403106
5 6 6.560055 -0.539160 1.613946
6 15 4.888225 -1.323414 1.308973
7 16 1.977864 -1.148239 -1.245127
8 16 1.938230 1.063321 1.169793
9 6 4.103829 -1.578887 2.994256
10 6 5.174127 -3.031826 0.597032
11 6 2.736063 -1.852896 3.106014
12 6 2.158230 -2.115526 4.352294
13 6 2.945495 -2.093917 5.508652
14 80 0.000600 -0.093784 -0.030583
15 6 4.943451 -4.180261 1.366279
16 6 5.208308 -5.450430 0.842371
17 6 5.718733 -5.583835 -0.453452
18 16 -1.967319 1.041920 -1.192211
19 6 6.649834 0.600091 2.423224
20 16 -1.928666 -1.346751 1.066088
21 6 7.890559 1.188209 2.690039
22 6 9.058144 0.631311 2.156820
23 29 -3.513405 -0.200225 -0.083003
24 6 5.450574 -0.544443 -3.490577
25 6 6.267636 -1.407001 -4.229750
26 15 -4.544806 -1.551239 -1.646669
27 6 -5.438394 -3.044427 -0.960115
28 15 -5.145229 0.952369 1.084639
29 6 -5.640511 -0.459804 -2.698065
30 6 -4.789657 1.160090 2.911903
31 6 -5.382733 2.691735 0.426223
32 6 7.615134 -1.563654 -3.886056
33 6 4.028556 3.667562 -2.756881
34 6 3.251468 4.425609 -3.639741
35 6 2.222571 3.818905 -4.367810
36 6 5.879954 2.558502 -0.472061
37 6 7.018365 3.117084 -1.073115
38 6 7.767646 4.098841 -0.415627
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16l 1 -7.513156 -1.125886 -1.831946
162 1 -10.033677 0.554769 -0.042221
163 1 -7.861887 1.752881 0.088523
164 1 -6.117819 4.300566 -2.508359
165 1 -5.708365 2.022225 -1.594556
166 1 -6.281856 0.820211 5.978063
167 1 -6.713547 0.397404 3.572995
168 1 0.893501 -3.155381 0.684902
169 1 0.871669 -5.622692 0.634534
170 1 1.879023 -6.856467 -1.292492
171 1 1.268293 2.791283 -1.170487
172 1 1.195949 5.249625 -1.426000
173 1 1.753748 6.737600 0.500995
174 1 -0.122810 -0.209576 3.144964

175 1 -0.198602 -0.298311 5.606022
176 1 -2.092612 -1.435694 6.776332
177 1 -1.268939 2.786993 1.116833
178 1 -1.334159 5.240641 1.401453
179 1 -2.030034 6.710504 -0.497548
180 1 2.925965 -5.579482 -3.169814
181 1 2.989003 -3.099738 -3.113032
182 1 2.361473 5.730390 2.708966
183 1 2.425422 3.262627 2.979264
184 1 -2.687915 5.684828 -2.680864
185 1 -2.681921 3.217273 -2.95594¢6
186 1 -3.926694 -2.480285 5.433992
187 1 -3.856102 -2.415835 2.962772
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Figure S1: Powder XRD patterns of 1a.
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Figure S2: Powder XRD patterns of 2a.
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Figure S3: Powder XRD pattern of 1b
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Figure S4: Powder XRD pattern of 2b



(1b)

1.10 10 310 4.10 510 6.10 7.10 810 9.10 10.10 11.10 ke'V

Figure S5: EDS images of 1b and 2b



