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Cartesian coordinates for the optimized geometry of morin
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Cartesian coordinates for the optimized geometry of Hs,

C 3.723076 -2.809487 -0.017309
C 3.316921 -1.491468 -0.050969
C 1.930377 -1.178264 -0.053568
C 1.007576 -2.236206 -0.016220
C 1.401068 -3.562966 0.019566
C 2.764817 -3.832970 0.019209
H 4.783058 -3.040032 -0.016264
C 1.432302 0.146749 -0.071813
H 0.671716 -4.361968 0.046471
C -0.827235 -0.723855 -0.032435
C 0.019090 0.365774 -0.041789
C -2.282784 -0.732433 0.005444
C -2.927078 -1.857985 0.553300
C -3.101755 0.294359 -0.533428
C -4.298366 -1.987571 0.584737
H -2.317603 -2.651471 0.968549
C -4.488971 0.158260 -0.503968
C -5.086642 -0.966071 0.043071
H -4.758704 -2.867250 1.022908
H -5.099457 0.947927 -0.926524
0 -0.313151 -1.980634 -0.023840
0 2.215041 1.164943 -0.084066
0 -0.394375 1.626376 0.001839
0 4,235130 -0.519050 -0.079402
H 3.761022 0.339019 -0.090788
0 3.127316 -5.128227 0.055685
H 4.086740 -5.208841 0.055598
0 -2.622849 1.388439 -1.137692
H -1.718057 1.605871 -0.765014
0 -6.436735 -1.022868 0.030656
H -6.735169 -1.841883 0.438481
Zn 1.153075 2.876658 -0.020238
0 1.684888 4.607634 -0.947333
H 1.897595 4.599606 -1.886830
H 1.087590 5.348777 -0.796049
0 0.618681 4.121696 1.570755
H -0.092026 3.793264 2.132339
H 1.308068 4.,444821 2.161125



Cartesian coordinates for the optimized geometry of Hys

C -4.645695 -2.516867 0.447739
C -3.204628 -2.514664 0.429610
C -2.538550 -1.285025 0.163489
C -3.347149 -0.140469 -0.041010
C -5.350633 -1.379246 0.211326
C -1.100501 -1.111172 0.097687
C -2.837441 1.120493 -0.289070
C -1.452578 1.257868 -0.344977
C -0.606161 0.171147 -0.158934
H -3.509889 1.956788 -0.439328
H 0.467212 0.311387 -0.209957
0 -4.695088 -0.219263 -0.016536
0 -5.244588 -3.679849 0.762624
H -4.515011 -4.,307221 0.901379
0 -0.258996 -2.085056 0.253428
0 -0.869750 2.450732 -0.584080
H -1.540781 3.131579 -0.696776
C -6.800412 -1.206782 0.241088
C -7.347921 -0.158572 0.989044
C -7.675958 -2.023783 -0.494725
C -8.710762 0.063030 1.052893
H -6.678282 0.488592 1.545166
C -9.049344 -1.813370 -0.434335
C -9.565387 -0.778243 0.337154
H -9.110909 0.873756 1.652766
H -9.726654 -2.439368 -1.006511
0 -7.143295 -2.975033 -1.288400
H -7.843504 -3.446071 -1.750980
0 -10.908577 -0.629702 0.346818
H -11.152771 0.120935 0.897444
0 -2.672757 -3.647003 0.685500
Zn -0.699362 -3.875946 0.835802
0 0.563629 -5.493125 1.223210
H 0.401465 -6.056081 1.986975
0 -0.743417 -3.489930 2.948892
H 0.075885 -3.404486 3.446649
0 -0.445350 -4.666562 -1.205830
H -1.239629 -5.010281 -1.628235
H -0.126120 -3.961377 -1.779445
H 0.661559 -6.068946 0.456491
H -1.356857 -3.974230 3.510563



Cartesian coordinates for the optimized geometry of Hs:

C -4.470042 -1.672337 0.315754
C -3.223534 -1.437158 1.011105
C -2.792519 -0.079183 1.152431
C -3.624894 0.964753 0.725298
C -5.294507 -0.587710 0.091892
C -1.527949 0.254606 1.706980
C -3.241677 2.297666 0.800833
C -1.990414 2.584454 1.329781
C -1.130521 1.576184 1.786619
H -3.903860 3.087603 0.470176
H -0.159384 1.819829 2.204876
0 -4.856925 0.696916 0.260660
0 -4.791083 -2.901041 -0.020672
0 -0.717081 -0.716658 2.140659
H -1.213431 -1.567448 2.004190
0 -1.637975 3.887034 1.394919
H -0.761237 3.972915 1.782132
C -6.673980 -0.653769 -0.368943
C -7.105781 0.251958 -1.348018
C -7.618440 -1.568527 0.193956
C -8.400461 0.265225 -1.832042
H -6.386530 0.958218 -1.750808
C -8.929096 -1.549635 -0.324780
C -9.313672 -0.658018 -1.310790
H -8.699762 0.967865 -2.603644
H -9.657097 -2.240932 0.087102
0 -7.348988 -2.365004 1.200303
0 -10.604057 -0.713109 -1.739630
H -10.744637 -0.048509 -2.420542
0 -2.534770 -2.401792 1.469353
Zn -5.983913 -3.788565 1.248662
0 -7.444065 -4.686250 2.548533
H -8.078008 -3.954848 2.530778
0 -6.004927 -5.634554 0.196061
H -6.253588 -6.416737 0.698443
0 -4.290114 -4.202614 2.437079
H -3.572806 -3.620391 2.071737
H -4.,302344 -4.071667 3.389605
H -7.265593 -4.880259 3.473833
H -5.192948 -5.852472 -0.272341



