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Fig.S1: 1H NMR (CDCl3) spectrum of 3.
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Fig.S2: 13C NMR (CDCl3) spectrum of 3.

Fig.S3: EI Mass Spectrum of 3. 
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Fig.S4: FTIR spectrum of 3.

Table S1: Cartesian coordinates of 3 (THF).

---------------------------------------------------------------------

Center     Atomic    Atomic    Coordinates (Angstroms)

Number   Number   Type           X           Y           Z

 ---------------------------------------------------------------------

      1          C           0       -7.599359    1.914751    1.126541

      2          C           0       -6.701392    1.271827    0.268719

      3          C           0       -6.298340    1.873275   -0.905155

      4          C           0       -6.787316    3.128774   -1.269173

      5          C           0       -7.701237    3.785404   -0.422687

      6          C           0       -8.105841    3.177631    0.775183

      7          H           0       -7.892015    1.428451    2.046738

      8          H           0       -5.584591    1.321864   -1.503234

      9          H           0       -6.465173    3.591555   -2.192665
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     10         H           0       -8.085827    4.760550   -0.692052

     11         H           0       -8.800866    3.682595    1.433294

     12          N           0       -6.089516   -0.030708    0.538631

     13          C           0       -4.623497   -0.098228    0.562304

     14          C           0       -3.864940   -0.725993   -0.462573

     15          C           0       -3.947723    0.504423    1.634411

     16          C           0       -2.472352   -0.748482   -0.402164

     17          H           0       -4.375481   -1.187210   -1.289701

     18          C           0       -2.551946    0.488276    1.688694

     19          H           0       -4.520674    0.976946    2.420514

     20          C           0       -1.798568   -0.139857    0.680577

     21          H           0       -1.895991   -1.221635   -1.185504

     22          H           0       -2.033195    0.947539    2.518858

     23          C           0       -6.990685   -1.054197   -0.008444

     24          C           0       -6.891988   -2.336658    0.573424

     25          C           0       -7.972371   -0.866126   -1.057148

     26          C           0       -7.711063   -3.386238    0.151578

     27          H           0       -6.179352   -2.497537    1.370138

     28          C           0       -8.789287   -1.934675   -1.447498

     29          H           0       -8.088507    0.098929   -1.594037

     30          C           0       -8.667888   -3.194404   -0.852403

     31          H           0       -7.614428   -4.354996    0.624276

     32          H           0       -9.514683   -1.781762   -2.236274
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     33          H           0       -9.300819   -4.013314   -1.167881

     34          C           0       -0.326948   -0.147763    0.759683

     35          N           0        0.710646   -0.706350   -0.023036

     36          C           0        2.129256   -0.517660    0.034132

     37          C           0        2.995006   -1.602285   -0.185773

     38          C           0        2.651783    0.796265    0.214795

     39          C           0        4.372161   -1.403618   -0.167977

     40          H           0        2.602134   -2.589170   -0.367746

     41          C           0        4.027575    0.985355    0.194829

     42          H           0        1.976227    1.626871    0.365854

     43          C           0        4.911250   -0.109996    0.028372

     44          H           0        4.441877    1.973445    0.341078

     45          C           0        8.597597   -0.404808    0.250829

     46          C           0        8.800530    0.919949   -0.385346

     47          C           0       10.079297    1.432524   -0.614124

     48          C           0       11.176263    0.668909   -0.229962

     49          C           0       11.013601   -0.592911    0.375571

     50          C           0        9.751589   -1.129767    0.615234

     51          C           0        6.386572    0.056664    0.001205

     52          H           0       10.221630    2.399815   -1.078889

     53          H           0       12.172431    1.053275   -0.403072

     54          H           0       11.891176   -1.158175    0.657443

     55          H           0        9.636137   -2.098681    1.080676
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     56          N           0        7.276207   -0.788788    0.454524

     57           S           0       7.153324    1.658032   -0.800677

     58          O           0        5.135558   -2.512650   -0.287314

     59          H           0        6.052563   -2.367919    0.016780

 ---------------------------------------------------------------------

Table S2: Cartesian coordinates of 3 (H2O).

---------------------------------------------------------------------

Center     Atomic    Atomic    Coordinates (Angstroms)

Number   Number   Type           X           Y           Z

 ---------------------------------------------------------------------

      1          C           0        7.865866   -1.372412    0.754628

      2          C           0        6.789995   -1.179858   -0.128684

      3          C           0        6.562752   -2.109140   -1.159051

      4          C           0        7.396492   -3.223947   -1.291645

      5          C           0        8.471624   -3.414117   -0.413151

      6          C           0        8.704248   -2.481727    0.606390

      7          H           0        8.039859   -0.656396    1.550160

      8          H           0        5.741303   -1.954388   -1.849773

      9          H           0        7.213576   -3.935562   -2.090190

     10         H           0        9.120519   -4.276474   -0.523253

     11         H           0        9.532258   -2.621553    1.293681

     12         N           0        5.948641   -0.021568    0.009842

     13         C           0        4.546720   -0.138562    0.030114

     14         C           0        3.725590    0.946015   -0.371961
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     15         C           0        3.921745   -1.336719    0.451055

     16         C           0        2.343925    0.835421   -0.345953

     17         H           0        4.183838    1.866193   -0.712445

     18         C           0        2.536536   -1.441008    0.470937

     19         H           0        4.527681   -2.174466    0.771727

     20         C           0        1.713867   -0.362125    0.078030

     21         H           0        1.727112    1.668900   -0.664500

     22         H           0        2.070526   -2.361352    0.807098

     23         C           0        6.585215    1.261712    0.143925

     24         C           0        6.232840    2.125525    1.195695

     25         C           0        7.584935    1.646504   -0.765408

     26         C           0        6.865266    3.366101    1.323706

     27         H           0        5.472011    1.823148    1.906774

     28         C           0        8.223707    2.882345   -0.621935

     29         H           0        7.854817    0.980041   -1.577083

     30         C           0        7.864461    3.748858    0.418901

     31         H           0        6.586724    4.026178    2.138704

     32         H           0        8.994229    3.171153   -1.329325

     33         H           0        8.358139    4.709018    0.524967

     34         C           0        0.279618   -0.503692    0.121587

     35         N           0       -0.639654    0.317993   -0.170593

     36         C           0       -2.033702    0.143994   -0.102754

     37         C           0       -2.837378    1.219769   -0.494752

     38         C           0       -2.634786   -1.058909    0.343459
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     39         C           0       -4.231637    1.119997   -0.449322

     40         H           0       -2.382946    2.140969   -0.836654

     41         C           0       -4.014685   -1.158699    0.389466

     42         H           0       -2.004359   -1.886809    0.644466

     43         C           0       -4.849789   -0.085646    0.000268

     44         H           0       -4.466860   -2.083407    0.733156

     45         C           0       -8.448931    0.533646   -0.193974

     46         C           0       -8.743775   -0.761576    0.292821

     47         C           0      -10.057193   -1.194512    0.468589

     48         C           0      -11.090297   -0.305353    0.147547

     49         C           0      -10.809615    0.986414   -0.337782

     50         C           0       -9.493432    1.415176   -0.512010

     51         C           0       -6.291148   -0.166130    0.043696

     52         H           0      -10.277900   -2.187542    0.841851

     53         H           0      -12.120253   -0.619702    0.275963

     54         H           0      -11.627374    1.656401   -0.579128

     55         H           0       -9.264729    2.406885   -0.884720

     56         N           0       -7.086309    0.820014   -0.315663

     57         S           0       -7.200221   -1.671961    0.615995

     58         O           0       -4.969116    2.204714   -0.845039

     59         H           0       -5.954667    1.983288   -0.756796

 ---------------------------------------------------------------------
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