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Theoretical study on optimized structures of 2-aza-spiro ring compounds
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Table 1. MP2/6-31G(d,p) L /L TON L X7 = U RFFERD cis 35 L O trans #1E D= R/ F—2&

energy (a.u.) AE (kcal/mol)  ratio at 300K yield of 2
entry R, R, - - .

cis-la trans-la (trans—cis) (cis : trans) (%)
1 -Me -H -744.305375  -744.298414 4.36 1:0.000665 81
2 -CHz-Ph  -H -974.645940  -974.637055 5.57 1:0.0000873 75
3 -Me -OEt  -897.695408  -897.688375 4.41 1:0.000612 91
4 -CHy-Ph -OEt -1128.036452 -1128.027030 5.91 1:0.0000494 83
5 -OMe -OEt -972.661310 -972.661707 -0.24 0.669: 1 21
6 -Phth  -OEt -1368.695258 -1368.694586 0.42 1:0.494 55
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