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Table S1
Bond lengths and bond angles of 1 and 2 obtained by the MP2(fc)/6‑31G* method

Compound


1
2

Bond length/Å





C(5)–C(6)
1.519
1.521

C(4a)–C(5)
1.556
1.547

C(4a)–C(8a)
1.562
1.563

C(1)–C(8a)
1.535
1.540

C(1)–C(2)
1.540
1.534

C(2)–C(3)
1.553
1.549

C(6)–C(7)
1.345
1.344

C(5)–O(9)
1.436
1.444

C(1)–O(10)
1.439
1.450



Bond angle/º





C(4a)–C(5)–C(6)
105.7
106.0

C(5)–C(4a)–C(8a)
100.5
100.8

C(4)–C(4a)–C(5)
116.1
120.0

C(4)–C(4a)–C(8a)
100.9
100.9

C(2)–C(1)–C(8a)
108.7
113.3

C(1)–C(2)–C(3)
101.0
101.3

C(5)–C(6)–C(7)
105.0
105.3

C(6)–C(5)–O(9)
101.9
101.5

C(4a)–C(5)–O(9)
102.5
102.1

C(8a)–C(1)–O(10)
104.0
101.3

C(2)–C(1)–O(10)
102.1
102.2

C(5)–O(9)–C(8)
95.9
95.9

C(1)–O(10)–C(4)
96.2
95.6



† Author to whom inquires concerning the X‑ray structures should be directed.


