H8C4 B3LYP/6-31G™*

EQ1 DDC47 DDC49 DDC51 DDC53 DDC55
0.9 kJ/mol 258.7 kJ/mol 375.2 kJ/mol 371.5 kJ/mol 598.6 kJ/mol 568.5 kJ/mol
' H6C4 H H H4C HA4C3 H5C3 H3C H6C3 H2C H6C4 H H
UDC2 UDC3
432.4 kJ/mol 484.9 kJ/mol TS16 TS17 TS25 TS18 TS26 TS27 TS28 TS29 TS30 TS117 TS118 TS119 TS120 TS121
H.7C4 H H.7C4 H 9.4 kJ/mol 706.8 kJ/mol 361.0 kJ/mol 456.8 kJ/mol 439.9 kJ/mol 446.4 kJ/mol 478.7 kJ/mol 47 8.8 kJ/mol 541.1 kJ/mol 517.8 kJ/mol 572.9 kJ/mol 573.7 kJ/mol 756.7 kJ/mol 782.2 kJ/mol
DDC7 DDCS8 DDC9 DDC10 DDC11 DDC46 DDC48 DDC50 DDC52 DDC54
0 OEk(J)/cr)noI [432T55if;molj [322TOSEJ2/mon 6 4EI8/2moI [464T65I3J1/molj [357T25t3mo|j [35925I3J3molj 439.0 kJ/mol 438.5 kJ/mol 223.2 kJ/mol 351.4 kJ/mol 318.7 kJ/mol 247 .3 kJ/mol 452.6 kJ/mol 446.8 kJ/mol 546.3 kJ/mol 543.9 kJ/mol
| ' ' | SO ' ' ' H6C4 H H H6C4 H H H6C4 H H H4C H4C3 H6C4 H H H6C4 H H H3C H5C3 H5C3 H3C H5C3 H3C H6C4 H H
TS8 TS14 TS15 44OU9DISJ?moI 533U2D|5J}m0| TSO TS1 TS9 TS2 TS10 TS3 TS11 TS12 TS13 TS6 TS7 TS36 TS32 TS33 TS41 TS37 TS38 TS39 TS40 441U€|)3EJL/1moI 500U8DISJ?moI TS31
357.8 kJ/mol 501.3 kJ/mol 514.1 kJ/mol H.7C4 H H7C4 H 9.2 kJ/mol 393.8 kJ/mol 446.6 kJ/mol 468.3 kJ/mol 458.0 kJ/mol 495.6 kJ/mol 492.9 kJ/mol 493.2 kJ/mol 493.8 kJ/mol 367.0 kJ/mol 354.5 kJ/mol 467 .3 kJ/mol 432.7 kJ/mol 363.0 kJ/mol 371.0 kJ/mol 463.3 kJ/mol 526.9 kJ/mol 285.8 kJ/mol 448.6 kJ/mol 450.2 kJ/mol 477 .6 kJ/mol H.7C4 H H7C4 H 11.1 kJ/mol
DDC5 DDC6 DDCO DDC1 DDC2 DDC3 DDC4 DDC16 DDC12 DDC13 DDC14 DDC15
[431T4Sij3/molj 344E£?|$mol 214.0 kJ/mol 301.2 kJ/mol 433.9 kJ/mol 444.7 kJ/mol 179.3 kJ/mol 184.3 kJ/mol 185.5 kJ/mol [328T6SI§J5/moI 307 Z?flmol 342E§Iij(/)mol [416T35if;molj 39 7E(I3J?mol 315.9 kJ/mol 174.0 kJ/mol 442.2 kJ/mol 450.0 kJ/mol 241.9 kJ/mol 15 g(lzj?;mol
: : H4C3 HA4C H6C4 H H H6C4 H H H6C4 H H H4C H4C3 H4C3 H4C H4C3 H4C ' / ' e ' ' ' H6C4 H H H6C4 H H H6C4 H H H6C4 H H H6C4 H H :
: = 4 =
AV \
‘
[ TS113 j [ TS114 j 755[1)%/?“0' [ TS115 j [ TS116 j 81?2%%}0' 83(?3Dckj3/(r)nol [ TS84 j [ TS101 j [ TS99 j [ TS111 j [ TS108 j [ TS109 j [ TS85 j [ TS80 j [ TS110 j [ TS112 j [ TS81 j [ TS82 j [ TS83 j [ TS78 j [ TS51 j [ TS79 j [ TS86 j 508UZD(I:<J2/(r)noI 52$2Ck?/1mol [ TS87 j [ TS88 j 541Ugcl:j/2mol 54:1?(3/?;nol [ TS77 [ TS47 j [ TS49 j [ TS48 j [ TS46 j [ TS50 j [ TS44 j 511U1D(I§J9/mol 5122i}/?n0| 532[5)%/1%' 54(L)“533(I:<J1/$nol [ TS42 j [ TS43 j [ TS52 j [ TS53 j [ TS54 j [ TS55 j [ TS56 j [ TS57 j [ TS58 j [ TS45 j [ TS59 j 433U5D$m0| 504U5;Zm0| 508U4D$mol
349.4 kJ/mol 355.9 kJ/mol H7Ca H 357.6 kJ/mol 770.9 kJ/mol H7Ca H H7Ca H 345.4 kJ/mol 764.1 kJ/mol 315.8 kJ/mol 360.0 kJ/mol 348.6 kJ/mol 355.1 kJ/mol 475.5 kJ/mol 336.8 kJ/mol 359.0 kJ/mol 588.7 kJ/mol 466.6 kj/mol 343.2 kJ/mol 449.3 kJ/mol 357.9 kJ/mol 340.3 kJ/mol 383.4 kJ/mol 453.1 kJ/mol H7CA H H7Ca H 481.7 kJ/mol 485.6 kJ/mol H7Ca H H7Ca H 51.1 kJ/mol 376.7 kJ/mol 391.4 kJ/mol 377.2 kJ/mol 363.3 kJ/mol 337.2 kJ/mol 25.8 kJ/mol H7Ca H H7Ca H H7C4 H H7Ca H 24.6 kJ/mol 28.8 kJ/mol 446.6 kJ/mol 450.0 kJ/mol 467 .8 kJ/mol 491.0 kJ/mol 491.3 kJ/mol 495.7 kJ/mol 495.8 kJ/mol 396.3 kJ/mol 508.5 kJ/mol H7Ca H H7Ca H H7C4 H
DDC45 DDC40 TS100 DDC44 EQ7 DDC32 DDC33 DDC34 EQ4 DDC17 DDC18 DDC19 DDC20 DDC21 DDC22 DDC23 EQ5 DDC24
501.1 kJ/mol 549.5 kJ/mol [316 9 kJ/mon 319.9 kJ/mol 300.2 kJ/mol 422.2 kj/mol 475.0 kJ/mol 481.3 kJ/mol 17.5 kj/mol 399.3 kJ/mol 429.1 kJ/mol 404.5 kJ/mol 448.7 kJ/mol 161.7 kJ/mol 298.5 kJ/mol 252.8 kJ/mol 37.8 kj/mol 493.4 kJ/mol
H6C4 H H H6C4 H H ' H6C4 H H ' H5C3 H3C H6C4 H H H6C4 H H ' \ H4C3 H4C H6C4 H H H4C3 H4C H6C4 H H H6C4 H H H6C4 H H H6C4 H H ' H6C4 H H
[ TS93 j [ TS92 j 7832%/‘:“0| [ TS98 j 785?%?“ o 79fgi?/?nol [ TS89 j [ TS90 j [ TS91 j [ TS94 j [ TS95 j [ TS96 j [ TS97 j [ TS64 j [ TS65 j [ TS66 j [ TS61 j [ TS62 j [ TS63 j [ TS68 j 50?2%& o [ TS67 j 5o§§i}/fno| 512?)%/‘; o 53f?i}/fnol 532[1)Ck}/7m0| [ TS60 j TS70 TS71 j 50;?%/%0' SOleg(l:(Jl/?nol [ TS69 j [ TS73 j [ TS74 j [ TS75 j [ TS76 j [ TS72 j
311.4 kJ/mol 308.9 kJ/mol H7C4 H 794.7 kJ/mol H7C4 H H7C4 H 305.3 kJ/mol 308.5 kJ/mol 309.7 kJ/mol 460.0 kJ/mol 471.2 kJ/mol 494.2 kJ/mol 504.6 kJ/mol 368.4 kJ/mol 393.8 kJ/mol 343.7 kJ/mol 367.6 kjJ/mol 383.6 kJ/mol 445.2 kJ/mol 488.6 kJ/mol H7C4 H 438.6 kJ/mol H7CA H H7C4 H H7C4 H H7C4 H 33.1 kJ/mol 393.7 kJ/mol 577.7 kJ/mol H7C4 H H7CA H 41.4 kJ/mol 484.8 kJ/mol 488.3 kJ/mol 516.6 kJ/mol 547.6 kJ/mol 396.7 kj/mol
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EQ9 DDC39 DDC35 DDC36 DDC37 DDC38 DDC26 DDC25 DDC28 DDC29 DDC30 DDC31 DDC27
309.6 kJ/mol 512.1 kJ/mol 209.5 kJ/mol 242.5 kJ/mol 256.5 kj/mol 288.5 kJ/mol 331.2 kJ/mol 428.2 kJ/mol 470.0 kj/mol 481.5 kJ/mol 511.0 kj/mol 212.5 kj/mol 185.7 kJ/mol
' H6C4 H H H6C4 H H H6C4 H H H4C HA4C3 H6C4 H H H6C3 H2C H6C4 H H H6C4 H H H6C4 H H H6C3 H2C H6C4 H H H4C2 H4C2

78?2Ck?/7mol TS102 TS103 TS104 TS105 TS106 TS107
H.7C4 H 312.5 kJ/mol 313.7 kJ/mol 318.6 kj/mol 476.5 kJ/mol 495.3 kJ/mol 504.1 kJ/mol

DDC41 DDC42 DDC43
179.4 kj/mol | 1 295.9 kj/mol ' | 283.0 kJ/mol
H4C3 H4C H6C4 H H H6C4 H H



