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Fig. S1 CBS-QB3 optimized structures of transition states TSa to TSr
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Fig. S2  QBS-CB3 values of geometry descriptors for transition states TSa to TS1
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Fig. S3 CBS-QB3 values of geometry descriptors for transition states TSm to TSr


[image: image21.emf]2

3

TSh

6

1

11.3

84.6

44.2

59.7

38.2

99.3

0.0

4

3

TSa

1

38.2

99.3

36.6

46.8

0.0

4

TSa

36.6

46.8

TSf

60.7

TSb

TSe

TSe


 (a) Scheme 1 [2 to 1 via 6 and 3]                                           (b) Scheme 2 [4 to 1 via 3]
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    (c) Scheme 3 [5 to 1 via 16, 2, 6 and 3]

Fig. S4 CBS-QB3 energy profiles of Schemes 1, 2 and 3 for conversion of 2, 4 and 5 to 1
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                         (a) Scheme 4 [6 to 1 via 3] 
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                    (b) Scheme 5 [7 to 1 via 2, 6 and 3]
Fig. S5 CBS-QB3 energy profiles of Schemes 4 and 5 for conversion of 6 and 7 to 1

[image: image25.emf]11

TSk

51.2

121.9

8

125.4

49.1

7

47.9

69.6

2

3

TSh

6

1

11.3

84.6

44.2

59.7

38.2

99.3

0.0

4

TSa

36.6

46.8

TSf

60.7

TSm

TSc

TSb

TSe


       (a) Scheme 6 [8 to 1 via 11, 7, 2, 6 and 3]
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                              (b) Scheme 7 [9 to 1 via 4 and 3] 
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  (c) Scheme 8 [10 to 1 via 19, 16, 2, 6 and 3]
Fig. S6 CBS-QB3 energy profiles of Schemes 6, 7, and 8 for conversion of 8, 9 and 10 to 1
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    (a) Scheme 9 [11 to 1 via 7, 2, 6 and 3]
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     (b) Scheme 10 [12 to 1 via 8, 11, 7, 2, 6 and 3]
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                              (c) Scheme 11 [15 to 1 via 18 and 3]  

Fig. S7 CBS-QB3 energy profiles of Schemes 9, 10 and 11 for conversion of

isomers 11, 12 and 15 to benzene RC 1
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                   (a) Scheme 12 [16 to 1 via 2, 6 and 3]
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              (b) Scheme 13 [17 to 1 via 7, 2, 6 and 3]
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(c) Scheme 14 [18 to 1 via 3]   (d) Scheme 15 [19 to 1 via 16, 2, 6 and 3] 

Fig. S8 CBS-QB3 energy profiles of Schemes 12, 13, 14 and 15 for conversion of

isomers 16, 17, 18 and 19 to benzene RC 1
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