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Table S1: Optimized  MP2/6-31G* structural parameters ( = 1)a,b   
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  (Ci)
(C2)

––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––––

r(Ca-R)
1.100
1.098
1.532
1.512
1.093
1.095
1.529
1.531

r(Ca-Ca ')
1.516
1.524
1.537
1.543
1.531
1.537
1.561
1.560

r(Ca-Oa)
1.422
1.421
1.433
1.430
1.837
1.829
1.851
1.843

r(Ca-Ob)
1.416
1.416
1.425
1.423
1.821
1.823
1.842
1.842

r(Oa-Cb)
1.431
1.433
1.428
1.430
1.815
1.816
1.812
1.811

r(Ob-Cc)
1.439
1.434
1.430
1.432
1.810
1.811
1.809
1.808

r(Cb-Cc)
1.514
1.518
1.516
1.518
1.517
1.517
1.517
1.516

r(Hd...Xa')
4.192
2.458
4.318
2.406
4.454
2.870
4.692
2.848

​(RCaCa '
110.0
109.6
113.3
113.5
109.0
106.8
113.7
111.3

(OaCaOb
108.0
108.1
107.0
107.1
109.7
109.9
108.5
108.6

(CaOaCb
106.8
107.4
107.8
107.9
97.0
97.2
97.1
97.1

(CaObCc
106.0
105.9
106.0
107.0
94.6
95.4
96.8
97.2

(OaCbCc
101.9
103.3
102.5
103.4
107.9
108.5
107.8
107.7

(ObCcCb
101.6
101.7
101.9
101.8
106.5
106.7
106.6
106.5

OaCaCbOb
39.2
34.5
36.8
34.4
51.0
49.4
51.7
51.6

CaOaCbCc
-29.2
-21.3
-24.1
-22.9
-29.8
-30.0
-36.0
-37.4

CaObCcCb
-34.9
-35.3
-36.2
-33.7
-46.3
-43.8
-41.5
-40.1

RCaCa'R'
175.0
62.4
174.8
61.5
180.0
52.1
180.0
48.7
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a  Bond lengths in Å and bond angles in degrees.

b  The symmetry point groups are given in parenthesis.

c  Atom labels are illustrated in Figure 4; R = H for 1 and 3, and R = CH3 for 2 and 4.

