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SUPPLEMENTARY X-RAY DATA

(2RS, 3SR, 5RS)-5-Ethyl-3-iodo-2-phenyl-1-p-toluenesulfonylpyrrolidine 36j (Figure 3)
(2RS, 3SR, 5RS)-5-Ethyl-3-iodo-2-phenyl-1-p-toluenesulfonylpyrrolidine 36j (Figure 3)
Table 1. Crystal data and structure refinement for C19H22INO2S (36j)




Empirical formula
C19 H22 I N O2 S

Formula weight
455.34

Temperature
120 (2) K

Wavelength
0.71069 A

Crystal system
Monoclinic

Space group
P2 (1) /n

Unit cell dimensions
a = 7.648 A

b = 13.629 A

c = 18.213 A

beta = 93.73 deg.



Volume
1894.5 A^3

Z
4

Density (calculated)
1.596 Mg/m^3

Absorption coefficient
1.811 mm^-1

F(000)
912

Crystal size
0.24 x 0.22 x 0.18 mm

Theta range for data collection
1.87 to 25.08 deg.

Index ranges
-8<=h<=8, -14<=k<=15, -21<=1<=21

Reflections collected
7350

Independent reflections
2829 [R(int) = 0.0736]

Refinement method
Full-matrix least-squares on F^2

Data / restraints / parameters
2829 / 0 / 219

Goodness-of-fit on F^2
1.022

Final R indices [I>2sigma I) ]
R1 = 0.0458, wR2 = 0.1082

R indices (all data)
R1 = 0.0519, wR2 = 0.1097

Largest diff. peak and hole
2.851 and –0.7 40 e.A^-3

Table 2. Atomic coordinates ( x 10^4) and equivalent isotropic displacement parameters (A^2 x 10^3) for C19H22INO2S (36j). U(eq) is  defined as one third of the trace of the orthogonalized Uij tensor.


x
y
z
U(eq)

I(1)
468(1)
937(1)
2224(1)
28(1)

S(1)
5855(1)
448(1)
3576(1)
16(1)

N(1)
3801(5)
665(3)
3643(2)
17(1)

O(1)
6695(4)
1383(2)
3549(2)
21(1)

O(2)
6415(4)
-251(2)
4130(2)
22(1)

C(1)
3323(6)
2397(3)
4071(2)
18(1)

C(2)
3688(6)
2142(3)
4806(2)
26(1)

C(3)
3845(7)
2867(4)
5342(2)
29(1)

C(4)
3652(6)
3843(4)
5148(3)
26(1)

C(5)
3288(7)
4097(3)
4421(3)
25(1)

C(6)
3130(6)
3384(3)
3889(2)
23(1)

C(7)
3023(6)
1631(3)
3468(2)
17(1)

C(8)
1089(6)
1374(4)
3357(2)
21(1)

C(9)
831(6)
554(4)
3913(3)
24(1)

C(10)
2558(6)
-45(3)
3957(3)
22(1)

C(11)
2445(7)
-1025(3)
3561(3)
26(1)

C(12)
1347(7)
-1761(4)
3963(3)
39(1)

C(13)
6054(5)
-120(3)
2717(2)
17(1)

C(14)
5578(6)
384(3)
2072(2)
20(1)

C(15)
5780(6)
-47(3)
1400(3)
25(1)

C(16)
6483(6)
-993(3)
1350(3)
24(1)

C(17)
6979(6)
-1476(3)
2001(2)
23(1)

C(18)
6774(6)
-1049(3)
2678(3)
21(1)

C(19)
6670(7)
-1464(4)
620(3)
31(1)







Table 3. Bond lengths [A] and angles [deg] for C19H22INO2S (36j).

I(1)-C(8)
2.169(4)
S(1)-O(1)
1.430(3)

 S(1)-O(2)
1.433(3)
S(1)-N(1)
1.611(4)

S(1)-C(13)
1.761(4)
N(1)-C(7)
1.472(6)

N(1)-C(10)
1.496(5)
C(1)-C()
1.391(6)

C(1)-C(2)
1.395(6)
C(1)-C(7)
1.521(6)

C(2)-C(3)
1.389(6)
C(3)-C(4)
1.382(7)

C(4)-C(5)
1.378(7)
C(5)-C(6)
1.372(7)

C(7)-C(8)
1.521(6)
C(8)-C(9)
1.529(7)

C(9)-C(10)
1.550(6)
C(10)-C(11)
1.518(6)

C(11)-C(12)
1.526(7)
C(13)-C(18)
1.384(6)

C(13)-C(14)
1.389(6)
C(14)-C(15)
1.375(6)

C(15)-C(16)
1.403(7)
C(16)-C(17)
1.387(7)

C(16)-C(19)
1.492(7)
C(17)-C(18)
1.381(6)






O(1)-S(1)-O(2)
120.1(2)
O(1)-S(1)-N(1)
106.4(2)

O(2)-S(1)-N(1)
108.5(2)
O(1)-S(1)-C(13)
107.3(2)

O(2)-S(1)-C(13)
107.1(2)
N(1)-S(1)-C(13)
106.8(2)

C(7)-N(1)-C(10)
113.8(3)
C(7)-N(1)-S(1)
122.0(3)

C(10)-N(1)-S(1)
123.9(3)
C(6)-C(1)-C(2)
118.8(4)

C(6)-C(1)-C(7)
118.9(4)
C(2)-C(1)-C(7)
122.2(4)

C(3)-C(2)-C(1)
120.0(4)
C(4)-C(3)-C(2)
120.2(4)

C(5)-C(4)-C(3)
119.9(4)
C(6)-C(5)-C(4)
120.3(4)

C(5)-C(6)-C(1)
120.9(4)
N(1)-C(7)-C(8)
101.4(3)

N(1)-C(7)-C(1)
114.7(4)
C(8)-C(7)-C(1)
110.8(4)

C(7)-C(8)-C(9)
104.2(3)
C(7)-C(8)-I(1)
109.9(3)

C(9)-C(8)-I(1)
113.6(3)
C(9)-C(9)-C(10)
105.9(4)

N(1)-C(10)-C(11)
113.9(4)
N(1)-C(10)-C(9)
101.5(4)

C(11)-C(10)-C(9)
114.7(4)
C(10)-C(11)-C(12)
111.5(4)

C(18)-C(13)-C(14)
119.5(4)
C(18)-C(13)-S(1)
120.3(3)

C(14)-C(13)-S(1)
120.1(3)
C(15)-C(14)-C(13)
120.2(4)

C(14)-C(15)-C(16)
121.0(4)
C(17)-C(16)-C(15)
117.8(4)

C(17)-C(16)-C(19)
121.4(4)
C(15)-C(16)-C(19)
120.8(5)

C(18)-C(17)-C(16)
121.4(4)
C(17)-C(18)-C(13)
120.0(4)






Symmetry transformations used to generate equivalent atoms:

Table 4. Anisotropic displacement parameters (A^2 x 10^2) for C19H22INO2S (36j). The anisotropic displacement factor exponent takes the form:

-2 pi^2 [ h^ a*^2 U11 + . . .  + 2 h k a* b* U12 ]


U11
U22
U33
U23
U13
U12

I(1)
26(1)
39(1)
20(1)
-3(1)
-5(1)
-2(1)

S(1)
15(1)
16(1)
16(1)
0(1)
1(1)
0(1)

N(1)
15(2)
16(2)
20(2)
1(2)
5(2)
1(2)

O(1)
21(2)
18(2)
25(2)
-4(1)
0(1)
-4(1)

O(2)
20(2)
25(2)
20(2)
2(1)
-3(1)
1(1)

C(1)
14(2)
23(2)
16(2)
-1(2)
0(2)
2(2)

C(2)
36(3)
19(3)
23(2)
2(2)
0(2)
0(2)

C(3)
40(3)
32(3)
14(2)
-4(2)
-3(2)
-3(2)

C(4)
27(3)
27(3)
24(3)
-8(2)
-2(2)
0(2)

C(5)
24(5)
14(2)
36(3)
1(2)
-2(2)
-1(2)

C(6)
24(3)
22(3)
21(2)
2(2)
-2(2)
0(2)

C(7)
19(3)
17(2)
16(2)
3(2)
3(2)
2(2)

C(8)
21(3)
27(3)
15(2)
-3(2)
-2(2)
4(2)

C(9)
17(3)
31(3)
23(2)
-2(2)
1(2)
-3(2)

C(10)
13(3)
26(3)
26(3)
1(2)
3(2)
-5(2)

C(11)
26(3)
24(3)
28(3)
1(2)
4(2)
0(2)

C(12)
38(3)
33(3)
47(3)
8(3)
2(3)
-9(2)

C(13)
14(2)
21(2)
16(2)
-1(2)
4(2)
-3(2)

C(14)
16(3)
18(3)
27(2)
-1(2)
4(2)
5(2)

C(15)
22(3)
29(3)
23(2)
7(2)
-1(2)
1(2)

C(16)
19(3)
27(3)
28(3)
-5(2)
9(2)
-6(2)

C(17)
24(3)
15(2)
29(3)
-2(2)
4(2)
-1(2)

C(18)
21(3)
19(3)
21(2)
2(2)
-3(2)
3(2)

C(19)
31(3)
31(3)
29(3)
-5(2)
4(2)
1(2)



Table 5. Hydrogen coordinates ( x 10^4) and isotropic displacement parameters (A^2 x 10^3) for C19H22INO2S (36j).


x
y
z
U(iso)

H(2)
3826(6)
1486(3)
4938(2)
31

H(3)
4080(7)
2696(4)
5833(2)
35

H(4)
3767(6)
4328(4)
5507(3)
31

H(5)
3150(7)
4753(3)
4291(3)
30

H(6)
2890(6)
3564(3)
3400(2)
27

H(7)
3449(6)
1878(3)
3007(2)
21

H(8)
378(6)
1944(4)
3475(2)
25

H(9A)
-152(6)
142(4)
3750(3)
29

H(9B)
613(6)
826(4)
4390(3)
29

H(10)
2923(6)
-160(3)
4476(3)
26

H(11A)
3616(7)
-1286(3)
3524(3)
31

H(11B)
1928(7)
-929(3)
3065(3)
31

H(12A)
1363(38)
-2384(8)
3717(12)
59

H(12B)
163(13)
-1529(13)
3964(17)
59

H(12C)
1826(29)
-1834(20)
4460(6)
59

H(14)
5119(6)
1014(3)
2094(2)
24

H(15)
5446(6)
295(3)
972(3)
30

H(17)
7460(6)
-2102(3)
1982(2)
27

H(18)
7119(6)
-1385(3)
3107(3)
25

H(19A)
7045(43)
-983(6)
279(6)
46

H(19B)
5562(12)
-1732(22)
441(9)
46

H(19C)
7523(33)
-1980(16)
671(4)
46







