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 TI Polynomial path 20+20 ps

∆AForw= −228.0 kJ/mol; ∆ABack = + 227.4 kJ/mol

Forward path
Backward path
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0 A 0 . A , A 0 0 F " F�M�0�3 " F�0�0
3 A 5 0 . A , A I 0 � F " 3�M�M�L " J L�M
M + 0 . A , +E0�0 0 F " 0�F 0 " F�F�K
J + 0 . A , +E0=3 0 F " 0�F 0 " F�F�K
L A 0 . A , A 3 3 F " F�M�0�3 " F�0�0
P A I 0 . A , A I 3 � F " 3�M�M�L " J L�M
N + 0 . A , +�3�0 3 F " 0�F 0 " F�F�K
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46�� 6�� ��! � F � 0
0 3 0 F " 0 N K M N P�L�P�F�F " F
0 L 0 F " 0�L�M M�M�J N 3�F�F " F
0 M 0 F " 0�F�F M N P�L�P�F�F " F
0 J 0 F " 0�F�F M N P�L�P�F�F " F
L P 0 F " 0 N K M N P�L�P�F�F " F
L N 0 F " 0�F�F M N P�L�P�F�F " F
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46�� 6�� ��! � F � 0
3 P 0
3 N 0
3 K 0
M P 0
M N 0
M K 0
J P 0
J N 0
J K 0Z<�#+%+J�746�� #"%$!&'� 	 �B����� ��
 c!�#&�G!$!&�$h��+B��&�I#�0/9�<+%��I#$!2'2'"%��(*")�d/1$!,."�IL$5"B&nc5$!+B/9"'&'��+B+%�<"%&*z/9��:1�! #"%$!&'")� �[/1:1�3�d/9$5,.")(*"J46/1�0&�/1"a³7+%�#G��0,."DC�y��'�84�/1��"%&�/9�#:u�0 �"B$5&'"a49$!&�$[��492'+B"JIL"B/1�!,.�#&�/9�"B&a(*"%I��d/1�[2a$5"%Iu|xQ����41�0&�$S2a�0:u�0,.�L/1:9"-$!2�2a$5:6/1�'&��0,.��&5/1�[49I��0+J�d/9"�ikc!��('"�I#�!2'"�/1$!+%$.r6r6oqC

� 6�� ��5�� : �

46�� 6�� 6�� ��! � F � 0
3 0 M 0 0=F�G " F J P�F " 3
3 0 J 0 0=F�G " F J P�F " 3
3 0 L 0 0=F�G " F J P�F " 3
M 0 J 0 0=F�G " F J P�F " 3
M 0 L 0 0=F�G " F J P�F " 3



� ��� �	� ��
 � ����� �	����� ��� � � � � � ����� � � �������@� ���
J 0 L 0 0�F�G " F J�P�F " 3
0 L P 0 0�F�G " F J�P�F " 3
0 L N 0 0�F�G " F J�P�F " 3
0 L K 0 0�F�G " F J�P�F " 3
P L N 0 0�F�G " F J�P�F " 3
P L K 0 0�F�G " F J�P�F " 3
N L K 0 0�F�G " F J�P�F " 3Z<��+B+J�S46�� #"%$!&'� 	 ����	���� � 
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467� 6�� 6�� 6 5 ��! � F � 0 ;
P L 0 3 0 F " F L " G M 
 B � A 3 � A 0 � �Z<��+B+J�X46�� #"%$!&'� 	 ��� �������@��� �%
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