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Table SI1. A full list of discovered channels and relative energy values of the best (energetically most

preferable) TSs in kcal/mol.

SC- SC- SC-

. . D a
AFIRL AFIR1+ AFIR? FSM  GSM SSM KinBotl KinBot2 Attribute

1 [H]OC1([H])OOC(H])([H])CL(HI)H] 342 342 342 391 353 390 349 349 R37, R38
2 [HICEO)C(HD(HD[HILHIOC(H])=O  37.7 377 377 388 388 388 488 488 R69
3 [H]IOOC([H])([H])C([H])=C([H])O[H] 438 438 438 688 458 458 706 706 R47, R53
4 [H]IOC([H])=C([H])[H].[HIC([H])OO - 481 488 - - - 487 487 R17
5 [H]C([H])=C=0.[H]C([H])=0.[H]O[H] 498 498 498 505 505 505 505 505 R10°, R28
6 [HICEO)C(H)(H)C(H])=0.[H]O[H] 501 501 501 510 531 510 526 526 RI-RS

7 [HIC(=O)C(HD(HNC(HD)(HDO(H)O 502 507 502 517 53.0 514 527 527 RIS, RI19,R26
8 [H]C(=0)C([H])=C([H])[H].[H]OO[H] 531 531 531 559 565 568 554 554 R74

9 [H]OOC([H])=0.[HIC([H])=C([H])[H] 54.8 - 548 566 585 566 566 566  R20°,R71,R72
10 [HIC(=0)C([H])=C([HD[H].[HIO(H])O 554 554 554

11 [HIOCL(HDOO)C(HD(HDCL(HDIH] - - 55.4

12 [H]CL([H])OC(=0)C1([H])[H].[H]O[H] 576 576 576 760 581 581 583 583 R35,R36
13 [H]OC([H])=C([H])C([H])=O.[H]O[H] 506 596 596 616 - 616 603 603 R63
14 [HIOC(HD(O[HDCHD)(H)C(H)=0 647 625 647 658 636  63.6 - - R54, RS57
15 [H]JOOC([H])=C([H])[H].[HIC([H])=0 62.7 627 627 699 728 664 634 634  R67,R68 RT3
16 [H]C1([H))OCI([H)[H].[HIOC([H))=O0 634 - 634 - 655 - - - R43
17 [H]C1([H])OOC(=0)CL(HN[H].[HI[H] - - 643 668 654  66.4 - 65.9 R39
18 [H]C(=0)C([H])([H]H].[HIC([H])0O 644 659 644 656 656 671 651 65.1 R16
19 [HJIOC(HD(H)OC(H)(H])C(H)=O  65.6 656 656 668 672 668 - - R52
20 [HIC(=0)C([H])([H])C([H])OO.[H][H] 665 668 665 699 674 700 695 695 RI15
21 [H]C(=0)C([H])([H])[H].[H]C=0.[H]O 672 672 672 710 752 694 686 686 R14Y
22 [H]OC([H])=C([H])[H].[H]O[H].C=0 67.3 684  67.3

23 [H]OOC([H])([H])OC(H])=C([H])[H] 67.6 - 676 - 782 687 - 78.8 R56
24 [HIOC(H])(HN)C(H])(HN)C(H])0O 686 685  68.6

25 [H]C([H])=C([H])[H].[H]OO[H].C=0 69.2 - 69.2 697 697 703 699 699 R30
26 [H]OOC([H])([H])[H].[HIC([H])=C=0 - - 696 - 896 - 804 804 R65, R66
27 [H]0OC1([H])OC(H])([H])CL(HI)H] 70.1 - 701 - - 71.6 - - R44
28 [H]C(=0)C([H])([HN)[H].[HICOO[H] - 764 702

29 [H]OC([H])=C([H])[H].[H]OC([H])=O 71.7 - 717

30 [H]OC([H])=C([H])[H].[H]C=0.[H]O - - 73.3

31 [H]IOC(H])([H))C([H])=O.[HIC([H))=O0  74.3 - 743 764 747 717 768 768 R64
32 [H]OOC([H])=C([H])[H].C=0.[H][H] 749 749 749 752 - 782 755 755 R29
33 [H]IOOC(H)([H)CEO)C(HD(HDIH] ~ 79.9 - 749 805 800 805 - - R50
34 [H]OC(HD(HDCL(HDO(O)CL(HDIH] i i 75.1

35 [H]C1([H])OO1.[H]OC(H])=C([H])[H] - - 75.2



36 [H]C1([H])C(=0)O(O)CL(HDIH].[H][H]
37 [HIOC([HD(HDC(HDC(HD(HD)OO
38 [H]IOC([H])(H)CL([H)OOCL(HDIH]
39 [HIC([H])=C=0.[H]O[H].C=0O.[H][H]

40 [HIC(HDO)CHD(HDC(HI)(HD)OO
41 [HIC(=0)C([H])([H])C=0.[H]O.[H][H]
42 [HIC(=0)OOC(HN(HNC(HIX[HDIH]
43 [HIOCL(HDOOL.[H]C(H])=C([HDIH]
44 [HIOOC(HDN(HDC([H])=C=0.[H][H]
45 [HIC(=0)C(HD(O([HDO)C(HD(HDIH]
46 [HIOOC(HD(HDC(HD(HDIH].C=0
47 [HIOOC(HDN(HDCL(HNOCL(HDIH]
48 [HIOOC(HD=C(HDC(HD(HDO[H]
49 [HIOCC([HI(HDC(HD(HDOO[H]

50 [HIC([HD)=C(HDH].[H]O(H]))O.C=0
51 [H]C1=C([HDC(H])([H])O1.[H]OO[H]
52 [H]OOC(HD(C(HD=O)C(IH)(HDIH]
53 [H]IOC([HD)([HDOOC([H])=C([HDIH]
54 [H]OOOCL(HDC(HN(HDCL(HDIH]
55 [H]IC1([H)OOOC([HN)(HNCL(HDIH]
56 [H]OC(=O)C([HN([HDC(HD=0O.[H][H]
57 [H]CC(HD(HNC(HD)=0.[H]OO[H]

58 [H]OOCC([H])(HDC(HD)=0.[H][H]

59 [H]OC([HD(C(HDOO)C(HI)(IHDIH]
60 [HIC(=0)C([HN)C(HD(HDOO.[H][H]
61 [H]C1([H])O(O)CL(HD[H].[HIC([H])=O
62 [H]C(=0)C([HN)OC(HD(HDIH].[HIO
63 [H]O(O)CL([HNOC(HDN(HDCL(HDMH]
64 [H]OOCL(HNC(HN)([HD)CL(HDO[H]
65 [HIC(=0)C([H])=C([HD[H].O=0.[H][H]
66 [H]OCL(HNO(O)CL(HNC(HI(HDIH]
67 [HIOCC(HD(HDC(HD(HDO(HN)O
68 [H]OC([HD(OC(HD(HDIHDC(H])=0
69 [H]C(=C=0)C([H])([HDH].[HIOO[H]
70 [HIC(=0)C([HI(HDCL[HDOOL.[H][H]
71 [H]IOOC([H])=C([HDC([H])=0.[H][H]
72 [HIC([HD(O)CL(HD)OCL(HDIH].[H]O
73 [HIOOC(HD(HNCC([H])=0.[H][H]

74 [H]O(O)C(=0)C(HD(HDC(HD(HDIH]
75 [HIC=O)C(HD(HNC(HD(HDO.[H]O
76 [HIC(CO)C(HD(HDIH].[HIC(H])=0
77 [H]JOCL([H)OCL([HDIH].[HIC(H])=0
78 [H]C(=0O)C10C1([H])[H].[HIO.[H][H]
79 [HIC(=0)C([HN(HDC(HD(HD[H].0=0
80 [HICOC(HI)(HNC(HD(HDOO[H]

81 [H]OOCL(HDC(=O)CL([HDIH].[H]MH]
82 [H]CL1([H])OOC2([H])OC12[H].[H]I[H]
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83 [H]OOC(=O)C([HD(HDC(HD(HN[H] ~ 1106 - 110.2
84 [HICOC([HD(OOIHNC(HD(HDIH] - - 1112
85 [H]CL([H])OOCL([H])[H].[HIC([H])=O - - 1147

aCorresponding labels defined in Ref. 4.
"The IRC calculation reached a product minimum different from the label in Ref 4 after it completely
terminated.

“Using the attribution in the SI of Ref. 4.



