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Supplementary data

1. Theoretical calculations results of 9a-Cu-CH,NO,

Standard orientation:

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y 7
1 6 0 -0. 471409 2.009239  -3. 149307
2 6 0 -0. 124228 1.855218 -1.640136
3 6 0 —-0. 037389 3.259550 —-0.976913
4 6 0 —1. 263082 1.090499  —0. 988749
5 7 0 -1.273815  -0.070111  —0.427355
6 6 0 -2.672769  -0.370579  —-0.034904
7 1 0 -2.676659  —0.664012 1.014919
8 6 0 -3.411392 0.970004  -0. 248981
9 1 0 —-4. 314813 0.897145  —0. 858642
10 8 0 —-2. 424875 1.738971  —1.047523
11 6 0 —-3. 705898 1.733251 1. 026922
12 6 0 -3.153674 —1.572583  —0. 875789
13 7 0 -4.332795  —2.230507 —0.299462
14 6 0 -5.535980 —-2.380170 —0.891436
15 7 0 -6.324131 —3.046770  —0. 030206
16 6 0 -5.614275  -3.302317 1. 128154
17 6 0 -4.362615  —2.803941 0. 962550
18 6 0 —-7.749608 —3.334745  —0.222842
19 6 0 -5.900898 -1.949560 —2. 268271
20 29 0 0.209995 -1.336262 —0.094203
21 7 0 1. 588478 0.139163  -0.901204
22 6 0 1. 242032 1.204755  —1.524811
23 8 0 2.199111 1.892603  —2. 168749
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2. Theoretical calculations results of 9b-Cu-CH,NO,

Standard orientation:

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y 7
1 6 0 —-0. 067348 3.621571 1. 520185
2 6 0 —-0. 468414 3.269738 0. 053997
3 6 0 —-0. 992195 4.533323  —-0.667575
4 6 0 0. 772050 2.738257  —0.646227
5 7 0 1. 189319 1.531194 -0.659021
6 6 0 2.443707 1.482091  —1.427554
7 1 0 2. 255746 0.865229 —-2.311956
8 6 0 2. 705405 2.967357 —1.806256
9 1 0 3. 568915 3.377497  -1.270228
10 8 0 1. 533519 3.666850  —1.265042
11 6 0 2. 810757 3.2b2466  —3.293061
12 6 0 3.521803 0.787926  —0.581776
13 7 0 4. 618378 0.234637 —1. 388104
14 6 0 5.915992 0.583719 -1.313961
15 7 0 6.612116  —-0.308014 —2.041167
16 6 0 5.737964  -1.246154 —-2.564915
17 6 0 4.488137 -0.911816  —2. 157056
18 6 0 8.071947  -0.419372 —-2.071172
19 6 0 6. 469862 1. 753840  —0. 580400
20 29 0 0. 156370  —0. 169699 0.227913
21 7 0 —1. 475263 0. 945763 0. 084808
22 6 0 —1. 578049 2.230143 0. 123998
23 8 0 —-2. 806660 2.721234 0. 304702
24 6 0 —-3. 664841 1. 568553 0. 688904
25 1 0 —-4. 628268 1. 712817 0. 202550
26 6 0 —-2. 842779 0. 385148 0. 135965
27 1 0 —-2.869678  —0. 456799 0. 830406
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name 12100473_20121019_000001.d

Acquisition Date 10192012 10:07:41 AM

Sample BITLYG-1 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name 12100661_20121024_000002.d Acquisition Date 102472012 10:45:10 AM
Sample L-PFE Instrument Bruker Apex IV FTMS
Comment ESI Poaitive Operator Peking University
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Peking University Mass Spectrometry Sample Analysis Report

Analysis Info

Analysis Name

ZHOUZHIMINGD1_20140604_000001.d

Acguisition Date

6/4/2014 12:05:56 PM
Bruker Apex [V FTMS

Sample TP-30 Instrument
Comment ESI Positive Operator Peking University
I"l&"s_r ZHOUZHIMINGD1_20140804_000001.d- +M3|
x10 450.12507
55510326
O O,
154 ‘Q ] \ o
N N
\@
° oy Y
10 573.203E3 /\N N)\
0.5+
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[T A= |1 lI L T i . Li k. Ay . .
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& 8
— e N T |
|
0
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. min.
Time [ 1
Result Table (Uncal - D: |Cl:
Reten. Time Start Time End Time Start Value End Value Area Height Area Height was
[min] [min] [min] [mAU] [mAauU] [mAU.s] [mAU] [%e] [%] [min]
1 27.333; 30.283 | -0.111] -0.1 185.876 2.220} 97.3} 95.6} 1.22
2 36.883 37.767 % -0.052 -0.092 5.083§ 0.103§ 2.7} 4.4} 0.65
Total Total Total Total 190.064 % 2.323% 100.0% 100.0%




