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Fig. S1: CH-π interaction in Cu complex 1.  
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Fig. S2: plot of the % yield of alcohol with reaction time 
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Table S1  XYZ coordinates of complex 1 

          At.No.              X           Y           Z 

 

           29              0.000073   -2.240976    0.000196 

            8             -1.407210   -0.913194    0.013594 

            7             -1.302727   -3.722791   -0.233801 

            7             -3.726428    2.539059    0.057352 

            7             -4.344401    3.056018    1.153406 

            6             -2.596930   -3.606597   -0.242296 

            1             -3.193293   -4.522106   -0.349772 

            6             -3.334383   -2.387362   -0.129274 

            6             -2.694002   -1.106051   -0.015302 

            6             -3.542649    0.047525    0.072100 

            6             -4.916608   -0.092747    0.058642 

            1             -5.529521    0.802169    0.141710 

            6             -5.560425   -1.354152   -0.048159 

            6             -4.755748   -2.470687   -0.141043 

            1             -5.210481   -3.457231   -0.226386 

            6             -7.069344   -1.441937   -0.054224 

            1             -7.500130   -1.019913    0.863232 

            1             -7.502920   -0.887016   -0.896739 

            1             -7.406455   -2.481553   -0.132195 

            6             -2.847418    1.391106    0.204121 

            1             -2.043559    1.462753   -0.534472 

            1             -2.372116    1.476434    1.186532 

            6             -4.098223    3.172145   -1.094675 

            6             -4.996670    4.158067   -0.714695 

            1             -5.488114    4.867939   -1.367336 
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            6             -5.114047    4.045379    0.693818 

            6             -3.563141    2.800661   -2.443323 

            1             -4.030147    3.425675   -3.210093 

            1             -3.767385    1.751645   -2.691681 

            1             -2.477156    2.948801   -2.508663 

            6             -5.940912    4.868771    1.636749 

            1             -5.634582    5.922718    1.624346 

            1             -7.005634    4.835196    1.372799 

            1             -5.827307    4.492094    2.657826 

            6             -0.644861   -5.015195   -0.415611 

            1             -0.388895   -5.134908   -1.478000 

            1             -1.298757   -5.849526   -0.125849 

            8              1.407313   -0.913154   -0.013866 

            7              1.302972   -3.722605    0.234841 

            7              3.726288    2.539152   -0.057667 

            7              4.344462    3.057164   -1.153116 

            6              2.597175   -3.606399    0.242773 

            1              3.193586   -4.521856    0.350435 

            6              3.334573   -2.387200    0.128966 

            6              2.694122   -1.105941    0.014697 

            6              3.542717    0.047618   -0.073331 

            6              4.916692   -0.092632   -0.060295 

            1              5.529551    0.802279   -0.143834 

            6              5.560567   -1.353981    0.046705 

            6              4.755936   -2.470499    0.140274 

            1              5.210717   -3.457001    0.225840 

            6              7.069490   -1.441747    0.052307 

            1              7.499983   -1.019878   -0.865357 

            1              7.503328   -0.886675    0.894589 
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            1              7.406637   -2.481345    0.130354 

            6              2.847497    1.391181   -0.205641 

            1              2.042866    1.462502    0.532139 

            1              2.373238    1.476836   -1.188530 

            6              4.097732    3.171244    1.095011 

            6              4.996119    4.157640    0.716130 

            1              5.487289    4.867006    1.369529 

            6              5.113875    4.046209   -0.692449 

            6              3.562358    2.798466    2.443186 

            1              4.029200    3.422731    3.210665 

            1              3.766530    1.749204    2.690552 

            1              2.476357    2.946541    2.508422 

            6              5.940880    4.870540   -1.634435 

            1              5.634470    5.924452   -1.621108 

            1              7.005548    4.836790   -1.370290 

            1              5.827522    4.494814   -2.655890 

            6              0.645166   -5.014929    0.417386 

            1              0.389201   -5.134029    1.479843 

            1              1.299098   -5.849402    0.128113 

S2 = 0.7531 (doublet ground state) 

 

Table S2   XYZ coordinates of complex 2 

          At. No.               X           Y            Z 

 

           29               0.051099   -1.894372    0.587664 

            8              -1.548107   -0.636456    0.659573 

            7              -1.361672   -3.321254   -0.498073 

            7              -3.245820    2.738453   -0.026528 

            7              -4.102950    3.764792    0.219670 
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            6              -2.636921   -3.238938   -0.409505 

            1              -3.256936   -4.143414   -0.552171 

            6              -3.387403   -2.017954   -0.153595 

            6              -2.794668   -0.791974    0.330942 

            6              -3.692081    0.326819    0.478377 

            6              -5.047497    0.209576    0.200737 

            1              -5.677051    1.091630    0.324712 

            6              -5.631766   -0.996231   -0.233346 

            6              -4.777734   -2.080790   -0.392148 

            1              -5.190076   -3.033620   -0.728092 

            6              -7.116829   -1.094366   -0.504462 

            1              -7.713356   -0.892775    0.396913 

            1              -7.442189   -0.375174   -1.269455 

            1              -7.387654   -2.096514   -0.858760 

            6              -3.124148    1.650260    0.952014 

            1              -2.069954    1.512072    1.202054 

            1              -3.648282    2.017593    1.838293 

            6              -2.597073    2.877945   -1.217039 

            6              -3.059271    4.069612   -1.765106 

            1              -2.753082    4.503925   -2.708584 

            6              -3.993460    4.580276   -0.834072 

            6              -1.625500    1.871736   -1.752401 

            1              -1.000940    2.334373   -2.523526 

            1              -2.144986    1.017285   -2.204862 

            1              -0.972915    1.458192   -0.976722 

            6              -4.800357    5.844298   -0.901987 

            1              -4.157482    6.733316   -0.954974 

            1              -5.453817    5.861656   -1.784712 

            1              -5.429173    5.931017   -0.009813 
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            6              -0.706404   -4.590723   -0.736900 

            1              -0.378965   -4.620402   -1.787899 

            1              -1.369742   -5.456392   -0.561125 

            8               1.401530   -0.622286   -0.315058 

            7               1.280822   -3.443274    0.078459 

            7               3.448713    2.483614    0.104123 

            7               4.614818    3.158335   -0.079365 

            6               2.469850   -3.381874   -0.412487 

            1               2.979252   -4.326605   -0.665155 

            6               3.218005   -2.179581   -0.694488 

            6               2.626898   -0.860160   -0.642223 

            6               3.494545    0.235998   -1.008359 

            6               4.811061    0.013795   -1.378633 

            1               5.425617    0.878038   -1.630018 

            6               5.387347   -1.276160   -1.427755 

            6               4.567107   -2.340989   -1.091065 

            1               4.969113   -3.354972   -1.125560 

            6               6.832412   -1.466755   -1.831621 

            1               7.036861   -1.057096   -2.831096 

            1               7.520496   -0.966203   -1.135548 

            1               7.100155   -2.530299   -1.850411 

            6               2.933483    1.645253   -0.984892 

            1               1.847931    1.594753   -0.889690 

            1               3.183481    2.177876   -1.907114 

            6               2.958067    2.627270    1.368610 

            6               3.858423    3.451473    2.033548 

            1               3.782658    3.788045    3.059778 

            6               4.868342    3.753563    1.089671 

            6               1.673547    2.012627    1.834120 
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            1               1.625843    2.041012    2.927147 

            1               1.564320    0.974496    1.506432 

            1               0.804382    2.564184    1.449885 

            6               6.088263    4.612088    1.256276 

            1               5.824288    5.651846    1.492727 

            1               6.731284    4.246719    2.068149 

            1               6.672540    4.610892    0.330205 

            6               0.550427   -4.695915    0.163484 

            1               0.237362   -4.828647    1.204677 

            1               1.168394   -5.553887   -0.151677 

            8              -0.157821   -2.589994    2.414575 

            8              -1.525330   -2.581035    2.866184 

            1              -1.788786   -1.663709    2.659386 

S2 = 0.7548 (doublet ground state) 
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