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O Nu_O O
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NU | Nu
«wBr ——— > + Br
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1 2

reactant

Nu Solvent Temp.!) Time (h) ] Ratio(%)2)
CHgNH DMSO rt 05 90
CH30 CH3OH rt 1 o9 48
HO H,0 rt 3 0 99

1) Rt was approximately 25°C 2) Calculation by TH NMR
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Fig. 1 ONIOM(B3LYP:PM3)iZ k v 3k &7z CHsO OsREZA T & 2 BALP A v R OfE B G
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Table 2. #HMaBr B2 P REAQ _int)® mulliken FEfFE L O a C-Br #t & FEHE

) Mulliken charge Bond distance(A)
. )J\ Br Nu aC a'C aC—Br
o4 @/
c ¢ CHZO 0.059  -0.569 2.082
i e cHNH 0.116  -0.569 2.149

[1] & £ Fm HE-mf 4R - wE 9 dbl B, BA LSR5 9 5 FBFFES (2015)



