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RNH, + CO, — RNH,CO,, (1)
RNH,CO, + B — RNHCO, + BH", (2)
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B EREMEARO AR AIE, Z 2ICER L TW AR WA HF3-21G,  HF/6-31++G(d,p),
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HF/6-31++G(d,p) MP2/6-31++G(d,p)

N 3 Total 3 Total
@ v Energy[a.u.] @ Y Energy[a.u.]

1 | 164.26 | 177.75 | 177.14 | -209.124785 | 166.56 | 176.38 | 172.70 | -209.781194
2 | 76.94 | 58.94 | -45.03 |-209.128322 | 79.28 | 56.42 | -42.04 | -209.786918
3 | 178.95 | 64.82 |-170.66 |-209.126382 |-179.35 | 64.64 | -167.38 | -209.784221
4 | -62.89 | 178.11 | 67.33 |[-209.123781 | 58.22 | 177.44 | 62.72 | -209.780971
6 | 71.84 |-177.48 | -72.56 |-209.124250 | -169.14 | -177.10 | -67.51 | -209.781041
8(1) |-164.42 | -177.71 | -177.01 | -209.124785 | -166.73 | -176.39 | -172.86 | -209.781194
9 |165.41 |-179.74 | -69.33 | -209.123979 | -72.68 |-178.58 | -63.26 | -209.780753
10(4) | 62.91 [-178.17 | -67.18 |-209.123781 | -58.23 | -177.44 | -62.72 | -209.780971
11 | 61.63 | 179.98 | 179.85 | -209.124188 | 60.27 | 179.98 | 179.90 | -209.780887
21(6) | -71.75 | 177.47 | 72.38 |-209.124250 | -71.95 | 177.10 | 67.51 | -209.781041
26(3) | -178.99 | -64.83 | 170.67 |-209.126382 | 179.35 | -64.64 | 167.37 | -209.784221
27 | -63.23 | -61.22 | 177.80 |-209.125727 | -62.86 | -60.63 | 176.82 | -209.783228
28(9) | -165.59 | 179.74 | 69.21 |-209.123979 |-167.69 | 178.58 | 63.27 | -209.780753
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