
 

Figure S1: FTIR spectrum of the title compound 

 

Figure S2: HRESI Mass spectrum of the title compound 
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Figure S3: 1H NMR spectrum of the title compound 

 

Figure S4: 13C NMR spectrum of the title compound 



2D MDL MOLFILE OF THE TITLE COMPOUND 

  ACD/Labs08021717462D 

 

 45 49  0  0  0  0  0  0  0  0  1 V2000 

   17.6682   -6.1899    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 

   17.1254   -7.4091    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   18.1172   -8.3021    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   19.2730   -7.6348    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   18.9955   -6.3294    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 

   20.4922   -8.1776    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   15.8200   -7.6866    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   21.5720   -7.3932    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   14.9269   -6.6948    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   22.7912   -7.9360    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   13.6215   -6.9723    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   22.9307   -9.2633    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   24.1500   -9.8062    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   25.2297   -9.0217    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   25.0902   -7.6944    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   23.8709   -7.1516    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   12.6778   -6.0286    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   11.3886   -6.3740    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   11.0432   -7.6632    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   11.9869   -8.6069    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   13.2760   -8.2615    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   24.2895  -11.1335    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 

   26.4490   -9.5646    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 



   11.6415   -9.8961    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 

    9.7540   -8.0086    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 

   10.4449   -5.4303    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   26.1699   -6.9099    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   27.3892   -7.4528    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 

    9.1557   -5.7758    0.0000 N   0  0  0  0  0  0  0  0  0  0  0  0 

   28.3329   -6.5090    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   27.7346   -8.7419    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   29.0237   -9.0874    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   29.9675   -8.1437    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 

   29.6220   -6.8545    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

    8.2120   -4.8321    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

    6.9228   -5.1775    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

    6.5774   -6.4666    0.0000 O   0  0  0  0  0  0  0  0  0  0  0  0 

    7.5211   -7.4103    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

    8.8103   -7.0649    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   12.5852  -10.8398    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   30.5657   -5.9108    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   29.3692  -10.3765    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

    7.1757   -8.6995    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

    5.9791   -4.2338    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

   25.5087  -11.6763    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0 

  1  2  2  0  0  0  0 

  1  5  1  0  0  0  0 

  2  3  1  0  0  0  0 

  3  4  2  0  0  0  0 

  4  5  1  0  0  0  0 



  4  6  1  0  0  0  0 

  2  7  1  0  0  0  0 

  6  8  2  0  0  0  0 

  7  9  2  0  0  0  0 

  8 10  1  0  0  0  0 

  9 11  1  0  0  0  0 

 10 12  1  0  0  0  0 

 10 16  2  0  0  0  0 

 12 13  2  0  0  0  0 

 13 14  1  0  0  0  0 

 14 15  2  0  0  0  0 

 15 16  1  0  0  0  0 

 21 11  1  0  0  0  0 

 17 11  2  0  0  0  0 

 17 18  1  0  0  0  0 

 18 19  2  0  0  0  0 

 19 20  1  0  0  0  0 

 20 21  2  0  0  0  0 

 13 22  1  0  0  0  0 

 14 23  1  0  0  0  0 

 20 24  1  0  0  0  0 

 19 25  1  0  0  0  0 

 18 26  1  0  0  0  0 

 15 27  1  0  0  0  0 

 27 28  1  0  0  0  0 

 26 29  1  0  0  0  0 

 30 28  1  0  0  0  0 



 28 31  1  0  0  0  0 

 30 34  1  0  0  0  0 

 31 32  1  0  0  0  0 

 32 33  1  0  0  0  0 

 33 34  1  0  0  0  0 

 29 35  1  0  0  0  0 

 29 39  1  0  0  0  0 

 35 36  1  0  0  0  0 

 36 37  1  0  0  0  0 

 37 38  1  0  0  0  0 

 38 39  1  0  0  0  0 

 24 40  1  0  0  0  0 

 34 41  1  0  0  0  0 

 32 42  1  0  0  0  0 

 38 43  1  0  0  0  0 

 36 44  1  0  0  0  0 

 22 45  1  0  0  0  0 

M  END 

 

 

 

 

 

 



 

3 D Structure of the title compound 


