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Table 1. Important optimized parameters of NPh;, NPh,Me, NPhMe,, and NMe; using B3LYP/BS-1 and MP2/BS-1

methods. Bond lengths in A and bond angles in degrees.

NPhy(Ds) NPhy(C;)

NthMe(Cl) NPhMez(Cs) NMC3(C3)

B3LYP MP2 B3LYP MP2

B3LYP MP2 B3LYP MP2 B3LYP MP2

N-Ph 1422 1416 1437 1.429
N-Me - - - -

L,-N-C 90.0 90.0 101.7%  101.7%

1.427 1.420 1.392 1.404 - -
1.457 1.458 1.450 1.456 1.454 1.456
95.1 100.7 95.4 101.8 107.3 109.1

? fixed parameter

NPhs;, NPh,Me, NPhMe, &% T8 NMe; (2 L
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Figure 2. Energy changes of NPh,Me by L,-N-C angle.
Bond angle in degrees. The black, red, blue, and green
colors show B3LYP, MP2, MP4(SDQ), and MP4(SDQ) with

CPCM methods, respectively.
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