HCN3 B3LYP/6-31G*

EQO DDC26 DDC28
0.0 kj/mol -122.0 kJ/mol -178.4 kj/mol
' HCN N2 HCN N2
308U3Dlg?mol 415U(I)D(k:J§mo| 659U0DI<CmeoI TSO TS3 TS1 TS2 TS4 TS5 TS6 TS7 TS8 TS9 TS10 TS75 TS76
C.N HND éN3 H C.N2 HN 464.8 kJ/mol 343.3 kJ/mol 118.5 kJ/mol 215.0 kJ/mol 464.7 kJ/mol 317.9 kJ/mol 337.8 kJ/mol 252.8 kJ/mol 370.4 kJ/mol 342.5 kJ/mol 436.3 kJ/mol 131.3 kJ/mol 477.9 kJ/mol
17.6 kJ/mol 76.7 kJ/mol 123.8 kJ/mol 124.6 kJ/mol 271.7 kJ/mol 337.6 kJ/mol 429.2 kJ/mol 263.1 kJ/mol 231.8 kJ/mol .HCN3 .HCN3
/7'.“\ /l NS /
664U3D|<ijmo| [ TS14 j 267U1D$mo| 411Ufgjé;mol [ TS13 j [ TS11 j [ TS17 j [ TS18 j 541U6lef/imol 732U2DEJZmO| [ TS16 j [ TS12 j [ TS19 j [ TS25 j 4O4U9DISJ?moI 804U5DISJ?moI [ TS26 j [ TS27 j [ TS21 j [ TS22 j [ TS20 j [ TS32 j [ TS28 j [ TS29 j [ TS31 j [ TS30 j 743[8Ck}/1m0| 77:3“23(!:(}/2mol 54ggi}/?nol [ TS33 j [ TS34 j 65;?i}/?nol 73!l3JngJ2/(r)noI [ TS65 j [ TS56 j 85;2?(}/;0' [ TS57 j [ TS58 j [ TS51 j 728[1)Ck}/5m0| [ TS50 j [ TS52 j [ TS53 j [ TS54 j [ TS55 j
CN2 HN 371.8 kJ/mol CN HN2 CN3 H 220.3 kJ/mol 460.0 kJ/mol 193.0 kJ/mol 193.7 kJ/mol CN3 H CN2 HN 172.7 kJ/mol 477.7 kj/mol 444.5 kJ/mol 211.0 kJ/mol CN3 H HCN2 N 214.3 kJ/mol 338.1 kJ/mol 226.1 kj/mol 435.0 kJ/mol 453.9 kJ/mol 279.8 kJ/mol 277.9 kJ/mol 359.3 kJ/mol 562.9 kJ/mol 415.5 kJ/mol CN2 HN C HN3 CN3 H 333.4 kJ/mol 552.7 kJ/mol CN3 H CN2 HN 488.0 kJ/mol 462.0 kj/mol CN3 H 458.3 kJ/mol 503.6 kJ/mol 516.4 kJ/mol CN3 H 291 .4 kJ/mol 305.5 kJ/mol 365.1 kJ/mol 519.8 kJ/mol 686.0 kJ/mol
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DDCO DDC1 DDC2 DDC3 DDC4 DDC5 DDC22 DDC18 DDC19 DDC14 DDC15 DDC16 DDC17
EQ9 TS23 EQ5 TS24 TS35 EQ1l1l TS15 TS70 TS67 EQ15 TS68 TS69
-151.6 kJ/mol -127.8 kJ/mol -208.7 kJ/mol [ j -75.1 kJ/mol -220.9 kJ/mol -186.1 kJ/mol j [ j [ j -78.4 kJ/mol [ j [ j [ j [ j -197.4 kJ/mol -164.3 kJ/mol -202.7 kJ/mol -84.5 kJ/mol -168.3 kJ/mol -45.4 kJ/mol
268.9 kJ/mol HCN N2 HCN N2 HCN N2 444.2 kJ/mol HCN N2 HCN N2 HCN N2 134.0 kJ/mol 558.1 kJ/mol 207.7 kJ/mol 539.6 kJ/mol 320.2 kJ/mol 472.1 kJ/mol HCN N2 707.7 kJ/mol 486.7 kJ/mol 448.2 kJ/mol 557.2 kJ/mol 592.8 kJ/mol HCN N2 HCN N2 HCN N2 HCN3 HCN N2 HCN3
TS60 733 3Ck}/7mo| 7782?(}/?“()' TS59 TS42 TS43 TS44 TS37 TS40 TS41 538 g(lijl/?nol 78£L31 gijl/?nol TS39 TS38 TS36 TS47 TS48 TS49 TS45 TS46 TS62 TS63 TS64 TS61 TS71 TS72
625.0 kJ/mol C.N2 HN C HN3 440.6 kJ/mol 250.1 kJ/mol 250.4 kJ/mol 462.6 kj/mol 400.9 kJ/mol 249.2 kJ/mol 249.9 kJ/mol éNB H C.N2 HN 543.3 kJ/mol 509.9 kJ/mol 283.7 kJ/mol 224.2 kJ/mol 224.8 kJ/mol 490.1 kJ/mol 208.4 kJ/mol 438.3 kJ/mol 411.1 kJ/mol 582.2 kJ/mol 338.1 kJ/mol 360.4 kJ/mol 507.0 kJ/mol 470.3 kJ/mol
DDC20 DDCS8 DDC9 DDC10 EQ13 DDC6 DDC7 DDC11 DDC12 DDC13 EQ18 . DDC21 EQ16 EQ17
-62.0 kJ/mol -140.5 kJ/mol -187.5 kJ/mol -189.6 kJ/mol 395.2 kj/mol -118.5 kJ/mol -120.3 kJ/mol -129.7 kJ/mol -150.6 kJ/mol -43.3 kJ/mol 538.3 kJ/mol -97.4 kJ/mol 466.9 K)/mol 468.8 kJ/mol
HCN3 HCN N2 HCN N2 HCN N2 ' HCN N2 HCN N2 HCN N2 HCN N2 HCN3 ' HCN N2 ' '

TS66 TS574 TS73
403.7 kJ/mol 587.8 kJ/mol 549.8 kJ/mol

DDC23 DDC24
-97.8 kJ/mol -80.6 kJ/mol
HCN N2 HCN N2



