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Table 2 - Final Coordinates and Equivalent Isotropic Displacement Parameters of the

non-Hydrogen atoms for: (6aR,12R)-12-HCI.

Atom X y z Ueq [Az]

Cl 0.63572(7) 0.40058(5) 1.20840(5) 0.0266(2)
01 1.3259(2) 0.6845(2) 1.1581(2) 0.0275(6)
N6 0.6683(2) 0.5543(2) 1.0113(2) 0.0230(6)
C1 1.0838(2) 0.6544(2) 1.1978(2) 0.0182(6)
C2 1.0213(3) 0.7396(2) 1.2549(2) 0.0235(9)
C3 0.8842(3) 0.7597(2) * 1.2354(2) 0.0251(7)
C3A - 0.8105(2) 0.7004(2) 1.1573(2) 0.0216(7)
C4 0.6615(3) 0.7163(2) 1.1394(2) 0.0285(8)
C5 0.6155(3) 0.6695(2) 1.0308(2) 0.0284(8)
C6A  0.8193(2) 0.5585(2) 0.9993(2) 0.0201(7)
C7 0.8791(3) 0.4415(2) 0.9804(2) 0.0239(7)
C7A  1.0298(3) 0.4357(2) 0.9998(2) 0.0214(7)
C8 1.1184(3) 0.3553(2) 0.9621(2) 0.0272(9)
C9 1.2523(3) 0.3573(2) 0.9971(2) 0.0291(9)
C10 1.3028(3) 0.4346(2) 1.0720(2) 0.0250(7)
Cl11 1.2146(3) 0.5147(2) 1.1093(2) 0.0196(7)
Cl1A 1.0835(3) 0.5124(2) 1.0707(2) 0.0192(7)
C11B  1.0071(2) 0.5979(2) 1.1221(2) 0.0172(6)
Cl11C 0.8748(3) 0.6192(2) 1.0969(2) 0.0181(6)
Cl2  -1.2277(2) 0.6077(2) 1.1943(2) 0.0205(6)

C13 0.6019(3) 0.5027(3) 0.9137(2) 0.0331(10)

U, =(1/3)2, Y Uaiaja,-a,
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Table 3 - Hydrogen Atom Positions and Isotropic D1splacement
Parameters for: (6aR, 12R) 12-HCI.

0.538(2)

0.847(2)

X y . Z Uiso [AZ]

HI10 1.336(3)  0.736(3) 1.205(3) 0.044(10)
H2 11.066(3) 0.787(3) 1.308(3) 0.037(8)
H3 0.840(3) 0.816(2) 1.280(2) 0.026(7)
H4A 0.613(3) 0.685(3) 1.199(3) 0.041(9)
H4B 0.638(3) 0.798(2) 1.138(2) 0.033(8)
H5A 0.637(3) 0.715(2) 0.970(2) 0.030(8)
H5B 0.519(4) 0.663(3)  1.027(3) 0.041(9)
H6 0.650(3)  0.509(2) 1.073(3) 0.032(8)
H6A 0.830(2) 0.604(2) 0.935(2) 0.015(6)
H7A 0.854(3) 0.418(2) 0.906(2) 0.022(7)
H7B 0.834(3)  0.390(2) 1.028(2) 0.025(7)
H8 - 1.091(3) 0.301(2) 0.911(2) 0.031(8)

- H9 1.3103)  0.300(2) 0.968(2) 0.030(8)
'H10 1.395(3)  0.433(2) 1.104(2) 0.026(8)
Hi12 1.250(3)  0.573(2) 1.268(2) - 0.027(7) - -
HI3A 0.618(3) 0.424(3)  0.916(3) 0.044(10)
HI3B  0.501(4) 0.513(3) 0.920(3) 0.060(11) -
HI3C 0.636(3) 0.025(7)
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Table 4 - Anisotropic Displacement Parameters for: (6aR,12R)-12-HCL.

Atom Uy, Uz Uss - Uzs Uiz Uiz

Cl  0.0351(3) 0.0250(3) 0.0196(2) 0:0039(3) -0.0030(3) -0.0018(3)

O1  0.0230(10) 0.0272(10) 0.0324(10) -0.0039(9) 0.0026(8) -0.0077(8)

N6  0.0203(11) 0.0293(10) 0.0195(10) 0.0057(9) -0.0021(9) -0.0040(9)

Cl  0.0204(11) 0.0183(10) 0.0160(11) 0.0019(9) 0.0014(9) -0.0013(9)

C2  0.031(2) 0.0200(12) 0.0194(11) -0.0038(10) 0.0017(11) -0.0025(11)
C3  0.0308(15) 0.0201(11). 0.0245(12) -0.0042(10) 0.0082(11) 0.0039(11)
C3A 0.0215(12) 0.0197(11) 0.0237(12) 0.0019(10) 0.0038(10) 0.0026(10)
C4  0.0230(14) 0.0297(14) 0.0329(14) -0.0001(12) 0.0013(12) 0.0062(12)
'C5  0.0209(14) 0.0323(14) 0.0321(14) 0.0112(12) -0.0001(13) 0.0056(12)
C6A 0.0190(12) 0.0230(11) 0.0182(11) 0.0022(10) 0.0021(10) -0.0023(10)
C7  0.0278(13) 0.0221(11) 0.0219(11) -0.0034(10) -0.0008(12) -0.0061(12)
C7A 0.0306(14) 0.0173(11) 0.0163(11) -0.0001(9) 0.0033(10) -0.0012(11)
C8 0.042(2) 0.0181(11) 0.0216(12) -0.0035(10) 0.0103(13) 0.0007(13)
C9 0.037(2) 0.0207(12) 0.0296(14) 0.0032(11) 0.0128(13) 0.0100(13)
C10 0.0235(13) 0.0239(12) 0.0275(13) 0.0071(11) 0.0063(12) 0.0052(11)
C11 0.0216(13) 0.0192(11) 0.0181(11) 0.0027(9) 0.0035(10) 0.0005(10)
C11A 0.0234(13) 0.0157(11) 0.0184(11) 0.0010(9) 0.0046(10) 0.0005(10)
C11B 0.0205(11) 0.0151(10) 0.0160(10) 0.0013(10) 0.0014(9) -0.0007(10)
C11C 0.0191(11) 0.0170(11) 0.0183(10) 0.0015(8)  0.0027(10) -0.0023(10)
C12 0.0187(11) 0.0228(11) 0.0201(11) 0.0014(11) 0.0008(9) -0.0016(10)
C13 0.0302) 0.047(2) 0.0223(13) 0.0036(13) -0.0070(12) -0.0131(14)



© 2000 American Chemical Society, J. Med. Chem., Linnanen jm9911433 Supportihg Info Page 5
‘X v . . : :

Table 5 - Final Coordinates and Equivalent Isotropic Displacement Parameters of the

non-Hydrogen atoms for: (6aR,125)-12-HCI.

Ueq [A%]

Atom X y z
Cl 0.11979(7) 0.42755(5) 0.36765(4) 0.0268(1)
01 -0.4776(2) 0.54288(15) 0.05834(13) 0.0348(5)
N6 0.0494(3) 0.1901(2) 0.29805(13) 0.0251(6)
Cl -0.4009(3) 0.3764(2) . 0.14687(14) 0.0241(6)
C2 -0.4962(3)  0.3668(2)  0.2229(2)  0.0315(7)
C3 -0.4357(3) 0.3099(2) 0.2975(2) 0.0343(8)
C3A  -0.2826(3) 0.2599(2) 0.2995(2) 0.0282(7)
C4 -0.2118(4) 0.2052(3) 0.3819(2)  0.0373(8)
C5 -0.0698(4) 0.1303(2)  0.3582(2) 0.0367(9) -
- C6A  -0.0253(3) 0.2132(2) 0.2076(2) 0.0217(6)
C7 0.0885(3) 0.2842(2) 0.14752(15) 0.0213(6)
C7A.  0.0067(3) 0.3364(2) 0.06602(14) 0.0180(5)
C8 0.0807(3) 0.3806(2) -0.0101(2) 0.0240(6)
Co -0.0098(3) 0.4416(2) -0.0727(2) 0.0281(7)
C10 -0.1742(3) 0.4635(2) -0.0611(2) 0.0272(6)
CIl1  -0.2492(3) 0.4193(2) 0.01373(14) 0.0215(6)
" Cl1A -0.1571(3) .0.3552(2) 0.07294(14) 0.0191(5)
Cl11B -0.2487(3) 0.3272(2) 0.15079(14) 0.0196(6)
Cl11C -0.1886(3) 0.2672(2) 0.2225(2) 0.0215(6)
Cl2  -0.4203(3) 0.4302(2) 0.05342(15) 0.0247(6)
C13 0.2023(4) 0.1233(2) 0.2914(2) 0.0332(9)
u

=(1/3), Y Ualaa, a,

6
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Table 6 - Hydrogen Atom Positions and Isotropic Displacement Parameters for:
(6aR,125)-12-HCI. : :

" Atom X y z : Uiso [A%)

HIO  -0.5204) 0.560(3) 0.008(2)  0.052(10)
H2 -0.602(3)  0.402(2) 0.2220(16) 0.025(6)
H3 -0.495(3)  0.311(2) 0.3481(16) 0.027(7)
H4A  -0.1833) 0.271(2) 0.4242(17) 0.029(7)
H4B  -0.289(4) 0.163(3) 0412(2)  0.051(10)
H5A  -0.013(4) 0.107(2) 0.4129(19) 0.035(7)
H5B  -0.104(3) 0.061(2) 0.3242(17) 0.030(7)
H6  00733) 0.261(2) 0.3214(15) 0.020(6)
H6A  -0.0403) 0.1405(19) 0.1791(15) 0.014(6)
H7A  0.182(3) 0.2410(19) 0.1340(15) 0.017(6)
H7B  0.133(3) 0.345(2) 0.1821(16) 0.022(6)
HS 0.198(3) 0.374(2) -0.0199(16) 0.018(6)
H9 0.043(3) 0.472(2) -0.1221(18) 0.029(7)
HIO  -0234(4) 0.514(2) -0.1013(18) 0.039(8)
HI2  -0497(4) 03842) 0.0198(17) 0.029(7)
HI3A  0.282(4) 0.162(3) 02532)  0.041(8)
HI3B  0.172(4) 0.052(3) 0.2667(19) 0.044(9)
HI3C  0241(4) 0.115(3) 0351(2)  0.045(9)
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Table 7 - Anisotropic Displacement Parameters for: (6aR,12S)-12-‘HC1. '

Atom. U, Uz Us 3 Uz Uis Ui,

Cl  0.0325(3) 0.0203(2) 0.0277(2) -0.0041(2) 0.0045(3) -0.0018(2)
O1  0.0364(10) 0.0332(9) 0.0349(9) -0.0128(8) -0.0132(9) - 0.0178(8)
N6  0.0337(11) 0.0153(8) 0.0262(10) 0.0033(8) -0.0066(9) -0.0009(8)
Cl  0.0190(10) 0.0254(10) 0.0278(11) -0.0069(9) -0.0048(9) -0.0034(9)
C2 " 0.0181(11) 0.0387(13) 0.0378(14) -0.0150(11) 0.0017(11)-0.0048(11)
C3  0.0276(12) 0.0457(15)0.0295(13) -0.0089(12) 0.0087(11) -0.0146(12)
C3A 0.0289(13) 0.0273(11) 0.0285(12) -0.0006(10) 0.0031(11)-0.0127(10)
C4  0.0404(15) 0.0412(14) 0.0303(13) 0.0119(12) 0.0052(12)-0.0161(13)
C5 0.050(2) 0.0249(11)0.0351(13) 0.0122(11) -0.0064(14) -0.0107(11)
C6A 0.0262(11) 0.0151(9) 0.0238(10) 0.0002(8) -0.0049(10) -0.0014(9)
C7  0.0215(11) 0.0181(9) 0.0242(11)-0.0012(8) -0.0016(9) 0.0043(8)
C7A 0.0206(10) 0.0138(8) 0.0197(9) -0.0046(8) -0.0005(9) 0.0031(S)
C8  0.0245(11) 0.0220(10) 0.0255(11) -0.0040(9) 0.0018(9) 0.0008(9)
C9  0.0375(13) 0.0262(11) 0.0206(10) 0.0014(10) 0.0041(10) 0.0002(11)
C10 . 0.0375(13) 0.0239(10) 0.0203(10) 0.0000(9) -0.0086(10) 0.0040(10)
CI1 0.0215(10) 0.0196(9) 0.0234(10)-0.0066(9) -0.0060(9) 0.0047(9)
CI1A 0.0219(10) 0.0151(8) 0.0204(9) -0.0055(8) -0.0023(8) -0.0005(8)
CL1B 0.0191(9) 0.0174(9) 0.0222(11) -0.0053(8) -0.0005(8) -0.0029(8)
C11C0.0218(10) 0.0176(9) 0.0252(11)-0.0014(8) -0.0012(9) -0.0075(9)
C12 0.0208(10) 0.0257(10) 0.0276(10) -0.0085(10) -0.0082(9) 0.0053(10)
CI3 0.041(2) 0.0242(12) 0.0345(13) 0.0025(11) -0.0115(13) 0.0111(12)




X,

Table 8 - Finial Coordinates and Equivalent Isotropic D1sp1acement Parameters of the

non- Hydrogen atoms for: (6aR,125)-15-2HCI: HO.

Atom X y z Ue, [A7]
N6 0.2197(3) -0.2423(2) 0.40614(9) 0.0134(5)
N14 0.2159(3) -0.4161(2) 0.10299(8)  0.0140(6)
C1 0.2912(4) -0.4268(2) 0.2123 1(10) 0.0129(6)
C2 0.2712(4) -0.5464(2) 0.2341 1(10) 0.0136(7)
C3 0.2423(3) -0.5609(2) 0.29429(10). 0.0136(7)
C3A 0.2419(3) -0.4610(2) 0.33313(10) 0.0115(6)
C4 0.2146(4) -0.4745(2) 0.39801(10) 0.0143(7)
G5 0.2890(4) -0.3634(2) 0.43 106(10) 0.0157(7)
C6A 0.2958(4) -0.2244(2) 0.34510(10) 0.0130(6)
C7 - 02116(4) -0.1087(2) 031479(10) 0.0149(7)
C7A 0.2589(3) -0.1032(2) 0.24989(10) 0.0146(7) .
C8 0.2556(4) 0.0004(2) 0.21335(1 1) 0.0162(8)
C9 0.2833(4) -0.0140(2) 0.15362(11) 0.0174(7)
Cl10 0.3129(4) -0.1285(2) 0.12681(10) 0.0167(7)
Cl1 0.3160(3) -0.2315(2) 0.16266(10) 0.0124(7)
Cl1A  0.2915(4) -0.2138(2) 0.22228(10) 0.0124(6)
Cl1B 0.2825(3) -0.3307(2) 0.25123(10) .0.0126(6)
CI1C 0.2664(3) -0.3418(2) 0.31095(10) 0.0113(6)
Cl2 0.3356(3) -0.3713(2) O. 15222(10) 0.0123(7)
C13 0.2735(4) -0. 1388(2) 0.44597(10) 0.0178(8)
Ow 0.0529(3) 0.3660(2) 0.51057(8) 0.0253(6)
Cl1 -0.21572(8) -0.20571(5) 0.40889(2) 0.0140(2)

Cl12

= (1/3)21,2'1,1.lija',.'a;ai ‘a

-0.19444(9) -0.31403(5) 0.08839(3) 0.0183(2)
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Table 9 - Hydrogen Atom Positions and Isotropic Dlsplacement Parameters for:

~ (6aR,125)-15- 2HC1 ‘H,0.

Uiso [AZ]

Atom X y z

H2 0.277(4) -0.620(3) 0.2111(11) 0.0160
H3 0.226(4) -0.648(3) 0.3092(11) 0.0160
H4A 0.072(4) -0.486(3) 0.4058(12) 0.0170

H4B 0.280(4) -0.545(3) 0.4118(12) 0.0170

HSA 0.244(4) -0.364(3) 0.4718(12) 0.0190

H5B 0.427(4) -0.362(3) 0.4280(12) 0.0190

H6 0.086(5) -0.244(3) 0.4049(12) 0.0160
H6A 0.433(4) -0.207(3) 0.3498(11) 0.0160

H7A 0.073(4) -0.107(3) 0.3186(12) 0.0180

H7B 0.254(4) -0.030(3) 0.3321(1 1) 0.0180
H&B 0.236(4)  0.083(3) 0.2270(12) 0.0190
H9 0.288(5) 0.056(3) 0.1301(12) = 0.0210

H10 0.326(4) -0.133(3) 0.0843(13) 0.0200
Hi12 - 0.464(4) -0.390(3) 0.1415(12)  0.0150
HI3A 0.416(5) -0.125(3) 0.4465(13)  0.0230
H13B 0.226(5) -0. 155(3) 0.4855(13) 0.0230
H13C 0.210(5) -0.061(3) 0.4300(12) 0.0230
H14A 0.097(5) -0.383(3) 0.1046(12) 0.0180
H14B.  -0.199(4) -0.496(3) 0.1042(12) 0.0180
H14C 0.277(4) -0.387(3) 0.0671(12) 0.0180
Hi1w -0.049(5)  0.345(3) 0.5241(14) 0.0300
H2wW 0.313(3) 0.4856(14) 0.0300

0.078(5) -

© 2'000 American Chemical Society, J. Med. Chem., Linnanen jm9911433 Supporting Info Page 9
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Table 10 - Anisotfopic Displacement Parameters for: (6aR,125)-15-2HCI-H,O.

Atom Ul,l : Uz,z . U3,3 _ U2,3 _U1,3 U1,2

N6  0.0123(10) 0.0153(9) 0.0127(9) -0.0004(7) 0.0006(9) 0.0007(8)
N14 0.0146(11) 0.0137(10) 0.0136(10) 0.0008(7) -0.0024(9) 0.0006(9)
Cl  0.0082(11) 0.0180(12) 0.0124(10) 0.0023(9) -0.0012(10) 0.0013(11)
C2  0.0093(12) 0.0128(11) 0.0186(11) -0.0013(9) -0.0016(10) 0.0032(10)
C3  0.0097(14) 0.0115(11) 0.0196(12) 0.0029(9) -0.0001(9) 0.0027(10)
C3A  0.0074(12) 0.0113(10) 0.0157(11) 0.0016(9) -0.0005(9) 0.0007(9)
C4  0.0164(13) 0.0140(11) 0.0126(12) 0.0025(8) 0.0000(11) 0.0007(11)
C5  0.0163(12) 0.0159(12) 0.0148(11) 0.0011(9) -0.0005(11) 0.0005(12)
C6A 0.0108(11) 0.0144(11) 0.0138(11) 0.0002(8) 0.0007(10) -0.0007(11)
C7  0.0143(13) 0.0120(11) 0.0183(12) 0.0013(9) -0.0004(11)-0.0004(11)
“C7A  0.0099(13) 0.0154(11) 0.0186(11) 0.0025(9) -0.0024(10) 0.0010(9)
C8 0.0112(14) 0.0123(12) 0.0250(13) 0.0024(10) -0.0008(11) -0.0019(9)
C9  0.0118(12) 0.0152(11) 0.0252(13) 0.0099(10) -0.0024(12) -0.0028(11)
C10 0.0110(13) 0.0217(12) 0.0174(12) 0.0073(10) -0.0013(11) -0.0039(11)
C11° 0.0054(12) 0.0124(11) 0.0193(12). 0.0027(9) -0.0016(10) -0.0015(10)
C11A 0.0069(11) 0.0130(11) 0.0173(11) 0.0031(9) -0.0036(10) -0.0008(11)
C11B 0.0077(11)0.0132(11) 0.0170(11) 0.0022(8) -0.0013(10) -0.0021(10)
C11C 0.0075(11) 0.0105(11) 0.0158(11) 0.0016(8) -0.0008(9) -0.0004(9)
CI2  0.0092(12) 0.0145(11) 0.0131(11) 0.0015(9) -0.0016(9) -0.0008(10)
C13  0.0221(15) 0.0152(12) 0.0161(12)-0.0031(9) -0.0006(11) -0.0014(12)
Ow  0.0219(11) 0.0369(12) 0.0170(10)-0.0066(9) 0.0036(8) -0.0090(10)
Cll  0.0122(3) 0.0135(2) 0.0162(3) -0.0002(2) 0.0008(2) -0.0002(2)
CI2  00143(3) 0.0155(3) 0.0251(3) 0.0017(2) -0.0006(3) 0.0009(2)
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Table 11 - Final Coordinates and Equivalent Isotropic Displacement Parameters of the
non-Hydrogen atoms for (6aR,1ZS)-16-HCl-MeCN . '

Atom X y z Uy [ A%

N6 = 14856(5) 0.57793) 0.5637(2) 0.0299(11)
Cl  14843(6)  04116(3) 0320522) 0.0267(12)
C2  15035(7) 0.4892(3) 0.2774(3) 0.0307(12)
C3  15063(7) 0.5708(3) 0.3165(3) 0.0317(12)
C3A  14844(6)  0.5776(3) 0.3969(2) 0.0287(12)
C4  1.5028(8) 0.6647(3) 0.4407(3) 0.0383(16)
C5  1415909)  0.6584(3) 0.5207(3) 0.0330(14)
C6A  14145(7)  0.4936(3) 0.5252(3) 0.0263(12)
C7  14898(6)  0.4081(3) 0.5657(3) 0.0290(12)
C7TA  14711(6)  0.3240(3) - 0.5161(2) 0.0253(12)
C8  14785(7) 0.2354(3) 0.5406(3) 0.0313(12)
C9  14786(7)  0.1665(3)  0.4865(3) 0.0333(14)
CI0  14837(7)  0.1808(3) 0.4074(3) 0.0323(14)
Cll  14773(7)  0.2685(3) 0.3807(3) 0.0283(12)

- CLIA 14654(6) 0.3355(2) 0.4374(3) 0.0243(12)
CIIB 146625  0.4203(3) 0.3999(2) 0.0240(12)
CIIC 14603(6) 0.5003(2) 0.4397(3) 0.0223(12)
CCI2 14903(7)  03112(3) 0.2996(2) 0.0253(12)
C13  1.4247(8)  0.5809(5) 0.6480(3) 0.0417(14)
Cl4  1.6772(7)  0.2884(3) 0.2583(3) 0.0327(14)

CONI7  1.4477(10) 0.8194(5) 0.6994(5) 0.111(3)
C15  14850(9)  0.9785(4) 0.6409(3) 0.0460(18)
Cl6  1.4681(10) 0.8899(5) 0.6751(4) 0.061(2)
- Cl 1.92018(14) 0.58200(7) 0.56327(7) 0.0312(3)

Uy =1/, Y Ualaja, -a,
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Table 12 - Hydrogen Atom Positions and Isotropic Diéplacement' Parameters for:
(6aR,125)-16-HC]l-MeCN. ‘

Atom X y z Uiso [A%]

H2 1.555(8)  0.485(3) 0.217(3) 0.0370
H3 1.511(8)  0.626(3) 0.286(3) 0.0380
H4A  1.658(8) 0.692(3) 0.450(3) 0.0460
H4B 1.472(8)  0.713(3) 0.415(3) 0.0460
HSA  1.264(8) 0.653(3) 0.518(3) 0.0400
HSB 1.435(8)  0.708(3) 0.543(3) 0.0400
Hé6 1.614(7)  0.573(3) 0.571(3)  0.0360.
H6A  1.281(7)  0.498(3) 0.527(2) 0.0360
H7A  1.428(7) 0.398(3) 0.613(3) 0.0350
H7B 1.635(7) 0.420(3) 0.581(2) 0.0350
H8 1.487(8)  0.230(3) 0.593(3) 0.0380
H9 1.493(8)  0.110(3) 0.504(3) 0.0400
H10 1.490(8)  0.134(3) 0.373(3) 0.0390
Hi2 1.377(5)  0.292(3) 0.261(2) 0.0300
HI13A 1.50009) 0.535(4) 0.678(3) 0.0630
H13B 1.274(10) 0.593(4) 0.652(3). 0.0630
H13C 1.472(10) . 0.635(4) 0.665(3) -0.0630
HI14A 1.804(9) 0.308(3) 0.288(3) 0.0490
H14B 1.686(9)  0.328(4) 0.212(3) 0.0490
H14C 1.673(9) .0.227(4) 0.253(3) 0.0490
HI5A 1.377(10) 1.013(4) 0.677(3) 0.0690
- HI5B 1.620(10) 1.005(4) 0.656(4) 0.0690

HI15C 1.496(10) 0.968(4) 0.588(4) 0.0690
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Table 13 - Anisotropic Displacement Parameters ‘for; '(6aR,12S)’-16-HC1-MeCN .

Ui Uiz

N6
C1
C2
C3
C3A
C4
Cs
C6A
C7
C7A
C8
Co
C10
Cl11
Cl1A
Cl11B.
Cl11C
C12
Ci3

Cl4

N17
C15
C16
Cl

0.0156(15) 0.036(2)
0.021(2) 0.029(2)
0.024(2)  0.035(2)
0.030(2) 0.025(2)
0.019(2) 0.024(2)
0.039(3) 0.017(2)
0.028(2) 0.020(2)
0.014(2) 0.030(2)
0.022(2) 0.038(2)
0.014(2) 0.026(2)
0.023(2) 0.035(2)
0.024(2) 0.022(2)
0.019(2) 0.023(2)
0.020(2) 0.025(2)
0.019(2) 0.019(2)
0.015(2) 0.023(2)
0.014(2) 0.021(2)
0.020(2) 0.030(2)
0.033(2) 0.054(3)
0.028(2) 0.030(2)
0.066(5) 0.074(4)
0.032(3) 0.068(4)
0.040(3) 0.067(4)

0.038(2) -0.016(2) -0.003(2) -0.001(2)

0.030(2) -0.004(2)
0.033(2) 0.002(2)
0.040(2) 0.009(2)
0.043(2) -0.001(2)
0.059(3) 0.000(2)
0.051(3) -0.012(2)
0.035(2) -0.005(2)
0.027(2) 0.003(2)

0.036(2) 0.001(2)

0.036(2) 0.012(2)
0.054(3) 0.012(2)
0.055(3) -0.005(2)
0.040(2) 0.000(2)

0.035(2) -0.001(2)

0.034(2) -0.001(2)
0.032(2) -0.001(2)
0.026(2) -0.004(2)
0.038(2) -0.021(3)
0.040(3) 0.000(2)
0.192(8) 0.042(5)
0.038(2) -0.007(3)

0.075(4) 0.012(3) -0.007(3) 0.014(3)
0.0190(4) 0.0374(5) 0.0373(5) -0.0071(5) -0.0006(5) 0.0004(5)

-0.004(2) -0.003(2)
-0.004(2) 0.001(2)
-0.005(2) 0.000(2)
-0.002(2) -0.001(2)
0.002(3) 0.002(2)
0.003(3) 0.001(2)
0.003(2) -0.005(2)
0.001(2) 0.003(2)
0.005(2) -0.002(2)

0.004(2) 0.000(2) -
0.005(2) -0.001(2) -

0.002(2) -0.003(2)
-0.004(2) -0.005(2)

0.007(2) -0.0005(15)

-0.002(2) -0.003(2)

0.000(2) 0.0014(15)

-0.001(2) 0.001(2)

0.008(2) -0.001(3)
0.004(2) 0.001(2) -

-0.028(5) 0.023(4)
0.003(3) -0.003(3)

14
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Table 14 - Final Coordinates and Equivalent Isotropic Dlsplacement Parameters of the
non-Hydrogen atoms for (6aR,12R)- 17-HCL. :

Atom X y z U, [A%]
Cl -0.34348(8) 0.75792(11) -0.37031(7) 0.0208(2)
-0 0.3891(2) 0.2395(3) . -0.1354(2)  0.0199(7)
N6 -0.3082(3) 0.3292(4) -0.3666(2) 0.0155(10)
Cl 0.1787(3) 0.3502(4) -0.2647(3).  0.0141(10)
C2 0.1879(3) 0.3528(4) -0.3809(3)  0.0185(1 1)
C3 0.0711(3) 0.3475(4) -0.4659(3) 0.0167(11)
C3A -0.0563(3) 0.3302(4) -0.441 1(3) 0.0155(10)
C4 -0.1833(3) 0.3358(5) -0.5292(3) 0.0167(11)
Cs -0.3006(3) 0.2541(6) -0.4850(3) 0.0168(11)
C6A -0.1882(3) 0.2660(5) -0.2784(3) 0.0136(11)
C7 -0.1896(3) 0.3402(5) -0.1562(3) 0.0171(11)
C7A" -0.0551(3) 0.3279(4) —0.0728(3) - 0.0145(10)
- C8 -0.0306(4) 0.3264(4) 0.0481(3)  0.0184(1 1)
C9 0.1004(3) 0;32_95(4) 0.11193) 0.0179(11)
C10 0.2118(4) 0.3426(4)  0.0603(3) 0.0184(11)
Cil1 0.1888(3) 0.3438(4) -0.0599(3) 0.0156(10)
Cl1A 0.0572(3) 03311(4) -0.1198(3) 0.0148(10)
C11B 0.0517(3) 0.3315(4) -0.2424(3) 0.0152(10)
Cl1C -0.0646(3) 0.3162(4) - -0.3235(3) 0.0138(11)
C12  0.2806(4) 0.3691(4) -0.1490(3) 0.0177(12)
C13  -0.4357(3) 0.2657(6) -0.3360(3)- 0.0219(12)
Cl4 0.3451(4) 0.5630(5) -0.1377(4) 0.0203(12)
C15 0.3502(4) 0.0444(5) -0.1382(4)  0.0247(13)

‘Lleq = (1/ 3)2i2j‘uijai‘a;ai . a]



Table 15 - Hydrogen Atom Positions and Isotroplc D1splacement Parameters for:
. (6aR,12R)-17-HCI.

Atom X oy z Ui [A7]
H2 0.277(4)  0.349(4) -0.403(3)  0.0220
H3 0.075(3) 0.333(4) -0.550(3)  0.0200
H4A  -0.178(3) 0.273(5) -0.607(3)  0.0200
H4B  -0202(4) 0.472(4) -0.557(3)  0.0200
H5A  -0.394(3) - 0.289(4) -0.539(3)  0.0200
H5B  -0.293(3) 0.103(4) -0470(3) 0.0200
H6 -0.302(4) 0.476(4) -0.361(3) 0.0190
H6A  -0.196(3). 0.119(4) -0.2793)  0.0160
H7A  -0254(3) 0.269(5) -0.117(3) 0.0210
H7B  -0.217(4) 0471(4) -0.158(3) 0.0210
HS8 -0.116(3)  0.315(4) 0.087(3)  0.0220
H9 0.117(3) 0.319(4) 0.201(3)  0.0210
H10 0303(4) 0.337(4) 0.112(3)  0.0220
HI3A  -0.448(4) 0.338(5) -0.265(3) . 0.0290
HI3B  -0.507(4) 0.295(5) -0.399(3)  0.0290
HI3C  -0.423(4) 0.123(5) -0.327(3) 0.0290
HI4A  0.401(4) 0.579(5) -0.196(3)  0.0260
Hl4B = 0.273(4) 0.675(4) -0.157(3) - 0.0260
HI4C  0.4004) 0.587(5) -0.053(3) 0.0260
HI5A  0.429(4) -0.033(5) -0.128(4) 0.0320
‘HI5SB  0.281(4) 0.014(5) -0.215(4) 0.0320
HI5C  0315(5) 0.000(5) -0.058(4) 0.0320
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Table 16 - Anisotropic Displacement Parameters for: (6aR,12R)-17-HCL

Ul,l

Atom Uzp Us s Uzs Uis Uiz

Cl  0.0256(4) 0.0165(3) 0.0179(4) - -0.0006(4) -0.0011(3) 0.0006(4)
0 0.0181(12) 0.0118(10) 0.0290(14) -0.0015(12) 0.0027(11) -0.0010(11)
N6 0.018(2)  0.0126(12) 0.015(2) -0.0008(12) 0.0010(13) 0.0018(11)
C1 10.017(2)  0.0099(13) 0.014(2) 0.0044(13) 0.0000(15) -0.0004(14)
C2 0.018(2) 0.0150(15) 0.022(2) 0.004(2) 0.003(2) 0.0045(15)
C3 0.020(2) 0.0160(14) 0.013(2) 0.0023(15) 0.001(2) 0.0015(15)
C3A 0.018(2) 0.0128(13) 0.014(2)  0.0029(13) -0.0012(15) 0.0024(13)
C4 0.018(2) 0.0185(15) 0.012(2) 0.0032(14) -0.001(2) 0.0011(15)
c5 0.017(2) 0.0187(14) 0.013(2) -0.004(2) -0.0012(14) 0.000(2)
C6A  0.013(2) 0.0127(14) 0.013(2) 0.002(2) -0.0021(13) 0.000(2) _
C7 0.019(2) 0.0139(14) 0.017(2) -0.0040(14) 0.000(2) -0.0011(15)
C7A  0016(2) 0.0113(13) 0.0142) 0.0024(13) -0.002(2) -0.0015(14)
C8 10.025(2) 0.0110(14) 0.019(2) -0.0006(14) 0.004(2) -0.0002(15)
C9 0.025(2) 0.0150(14)  0.013(2) -0.0010(14) 0.002(2) -0.0022(14)
C10 0.021(2) 0.0104(14) 0.022(2) 0.0013(15) 0.000(2) -0.0013(15)
Cl1 0.017(2) 0.0105(13) 0.019(2) 0.0002(14) 0.003(2) -0.0021(14)
C11A 0.019(2) 0.0089(12) 0.017(2) 0.0009(13) 0.005(2) -0.0009(13)
Cl1B 0.019(2) 0.0101(13) 0.016(2) 0.0008(13) 0.002(2) -0.0020(14)
CIIC 00152) 0.0108(15) 0.015(2) 0.0012(12) 0.0015(15) 0.0023(11)
Ci12 0.021(2) 0.007(2) 0.024(2)  0.0028(13) 0.002(2) 0.0026(13)
C13 0.015(2) 0.026(2) 0.025(2) 0.003(2) 0.005(2) -0.004(2)
Cl4 0.019(2) 0.012(2) 0.030(2) 0.000(2)  0.005(2) -0.003(2)
C_15 0.031(3) 0.0053(14) 0.035(2) 0.000(2) 0.001(2)

0.000(2)
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