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Figure S1. HRESIMS spectrum of 1
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Figure S2. 'H NMR spectrum of 1in CDClsat 600 MHz
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Figure S3. 'H NMR spectrum of 1 in CDCl5 (1.08~2.82 and 3.10~5.92 ppm) at 600 MHz
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Table S1. Crystal data and structure refinement for 1

Identification code
Empirical formula
Formula weight
Temperature
Wavelength

Crystal system
Space group

Unit cell dimensions

Volume

z

Density (calculated)
Absorption coefficient
F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collectad
Independent reflections
Completeness to theta = 67.679°
Absorption comection

Max and min transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [[=2sigma(T)]
R indices (all data)

Absolute structure parameter
Extinction coefficient
Largest diff. peak and hole

cu_ 15071212 Om a
C22 H34 07

410.49

100() K

154178 A

Orthorhombic

P212121

a=183436(3) A = 0{)°.
b=10.6813(3) A = 07
c=723 4466(8) A = 0",
2000.07(12) A3

4

1.305 Mg/m?

0.790 mm-1

828

0.20x 0.18 x 0.17 mm?

3.770 to 66.638°.

Qo=he=0 ] 2o=ko=0, 27<=1<=27
13326

3658 [R(int) = 0.0331]

073 %

Semi-empirical from equivalents
0.9492 and 0.7971

Full-matrix least-squares on F2
3658/ 0/ 268

1.001

R1=0.0401, wR2 =0.1064
R1=0.0416, wR2 = 0.1075
0.04(6)

n'a

0.358 and -0.213 e A-3

529



Table S2. Atomic coordinates (x 104) and equivalent isotropic displacement parameters (A2x 103) for 1.

X vy z Uleq)
C(13) 880(4) 1719(3) 5473(1) 22(1)
c(14) 310(4) 2439(3) 5904(1) 20(1)
c(13) 409(4) 1677(3) 6552(1) 22(1)
C(16) 2065(4) 1652(3) 6833(1) 20(1)
c3) 3479(3) 3673(3) 6743(1) 16(1)
cQR) 2958(3) 3593(3) 6116(1) 16(1)
c(1) 1140(3) 3719(3) 6019(1) 17(1)
C(10) 1057(4) 4479(3) 5460(1) 18(1)
cn 1173(4) 3684(3) 4931(1) 21(1)
c(12) 1128(4) 2434(3) 4948(1) 22(1)
C(20) 1374(5) 4369(3) 4376(1) 28(1)
c17) -837(4) 2122(4) 6980(2) 28(1)
c(s) 4425(4) 5007(3) 6981(1) 18(1)
C(6) 4939(3) 6523(3) 6402(1) 17(1)
c(7) 3694(4) 7258(3) 6051(1) 17(1)
c(®) 2206(3) 6491(3) 5890(1) 17(1)
) 2536(4) 5332(3) 5527(1) 17(1)
cA) 3185(4) 4942(3) 7034(1) 16(1)
c(18) 5232(4) 3289(3) 6801(1) 20(1)
c(19) 3164(4) 8445(3) 6366(1) 20(1)
c@2l 7701(4) 7050(3) 6586(1) 22(1)
c22) 8823(4) 8154(3) 6601(2) 27(1)
o(5) 1045(3) 579(2) 5484(1) 31(1)
0(6) 2485(3) 2831(2) 7077(1) 18(1)
o(1) 3721(3) 4527(2) 5778(1) 17(1)
0(2) 6195(2) 7455(2) 6513(1) 19(1)
0(3) 8004(3) 5074(2) 6626(1) 27(1)
0(4) 4528(2) 7602(2) 5537(1) 19(1)
o(7) 2334(3) 8644(2) 4808(1) 25(1)

U (eq) is defined as one third of the trace of the orthogonalized Ui tensor.
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Table S3. Bond lengths [A] and angles [°] for 1

C(13)-0(5)
C(13)-C(12)
C13)-C(14)
C(14)-C(1)
C(14)}-C(15)
C(14)-H(14)
C(15)-C(1T)
C(15)-C(16)
C(15)-H(15)
C(16)-0(6)
C(16)-H(16A)
C(16)-H(16B)
C(3)-0(6)
C(3)}-C(18)
CEM-C)
CE-CH
C)-0(1)
CE-C(1y
C2)-H(2)
C(1)-C(10)
C(1)-H(1)
C(10)-C(11)
C(10)-C(9)
C(10)-H(10)
C(11-C(12)
C(11)-C(20)
C(12)-H(12)
C(20)-H(204)
C(20)-H(20B)
C(20)-H(20C)
C(17)}-H(174)
C(171-H(17B)
CT-HTC)
C5)-C(6)
C3)-C4)
C(5)}-H(5A)
C(5)-H(5B)

1.225(4)
1.464(5)
1.520(4)
1.534(4)
1.543(4)
1.0000
1.522(5)
1.531(4)
1.0000
1.427(4)
0.9900
0.9900
1.453(3
1.526(4
1.535(4
1.538(4
1.425(4
1.540(4
1.0000
1.542(4)
1.0000
1.507(4)
1.542(4)
1.0000
1.337(5)
1.502(4)
0.9500
0.9800
0.9800
0.9800
0.9800
0.9800
0.9800
1.530(4)
1.534(4)
0.9900
0.9900

)
)
)
)
)
)

C(8)-0(2)
C(6)-C(M
C(6)-H(6)
C(N-0(4)
C(7)-C(19)
C(N-C(®)
C(8)-C(®)
C(8)-H(3A)
C(8)-H(SB)
C(©)-0(1)
C(9)-H(9)
C(4)-H(4A)
C(4)-H(4B)
C(18)-H(184)
C(18)1-H(18B)
C(18)-H(15C)
C(19)-H(194)
C(19)-H(19B)
C(191-H(19C)
C21)}-0(3)
CQ1}0Q)
C(21)1-C(22)
C(22)-H(224)
C(22)H(22B)
C(22)1H(22C)
O@)-H()
O(T)-H(74)
O(7)-H(7B)
O(5)-C(13)-C(12)
O(5)-C(13)-C(14)
C(12)-C(13)-C(14)
C(13)-C(14)-C(1)
C(13)-C(14)-C(15)
C(1)-C(14)-C(15)
C(13)-C(14)-H(14)
C(1)-C(14)-H(14)
C(15)-C(14)-H(14)

1.469(3)
1.540(4)
1.0000
1.440(4
1.533(4
1.535(4
1.527(4
0.9900
0.9900
1.437(3)
1.0000
0.9900
0.9900
0.9800
0.9300
0.9800
0.9800
0.9800
0.9800
1.199(4)
1.341(4)
1.507(5)
0.9800
0.9800
0.9800
0.8400
0.9032
0.9676
121.4(3)
121.4(3)
117.2(3)
109.9(3)
113.4(3)
114.4(2)
106.1
106.1
106.1

)
)
)
)

C(1T1-C(15)-C(16)
C(ITRC(15)-C(14)
C(16)-C(15)-C(14)
C(17)-C(15)-H(15)
C(16)-C(15)-H(15)
C(14)-C(15)-H(15)
O(6)-C(16)-C(15)
0(6)-C(16)-H(16A)
C(15)-C(16)-H(16A)
O(6)-C(16)-H(16B)
C(15)-C(16)-H(16B)

H(16A)-C(16)-H(16B)

O(6)-C(3)-C(18)
0(6)-C(3)-C(2)
C(18)-C(3)-C(2)
0(6)-C(3)-C(4)
C(18)-C(3)-C(4)
C(2)-C3)-CH)
O(1)-C(2)-C3)
O(1)-C(2)-C(1)
C(E)-C)-C1)
O(1)-C(2)-H(2)
CE3)-C@)-HD)
C(1)-C(-H2)
C(14)-C(1)-C(2)
C(14)-C(1)-C(10)
C(2)-C(1)-C(10)
C(14)-C(1)-H(1)
CQR-C()-H()
C(10)-C(1)-H(1)
C(11)-C(10)-C(9)
C(11)-C(10)-C(1)
C(9)-C(10)-C(1)
C(11)-C(10)-H(10)
C(9)-C(10)-H(10)
C(1)-C(10)-H(10)
C(12)-C(11)-C(20)

109.8(3)
111.0(3)
115.0(3)
106.9
106.9
106.9
112.2(2)
109.2
100.2
100.2
109.2
107.9
100.4(2)
108.7(2)
110.1(2)
102.4(2)
110.5(2)
115.4(2)
111.6(2)
107.3(2)
114.6(2)
107.7
107.7
107.7
111.9(2)
114.6(2)
102.4(2)
100.2
109.2
100.2
111.4(2)
113.5(2)
100.9(2)
1102
1102
110.2
121.0(3)
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Table S3. Bond lengths [A] and angles [°] for 1 (contd.)

S32

C(12)-C(11)-C(10)
C(20)-C(11)-C(10)
C(11)-C(12)-C(13)
C(11)-C(12)-H(12)
C(13)-C(12)-H(12)
C(11)-C(20)-H(204)
C(11)-C(20)-H(20B)
H(20A)-C(20)-H(20B)
C(11)-C(20)-H(20C)
H(20A)-C(20)-H{20C)
H(20B)-C(20-H{20C)
C(15)-C(17)-H(174)
C(15)1-C(17)-H(17B)
H(17A}C(17)-H(17B)
C(15)-C(17)-H(17C)
H(17A)C(1T)-H{17C)
H(17B)-C(1T1-H(17C)
C(6)-C(5)-C(4)
C(6)-C(5)-H(5A)
C(4)-C(5)-H(5A)
C(6)-C(5)-H(5B)
C(4)-C(5)-H(5B)
H(5A)-C(5)-H(5B)
0(2)-C(6)-C(3)
0(2)-C{6)-C(T)
C(3)-C(6)-C(7)
O(2)-C(6)-H(6)
C(5)-C(6)-H(6)
C(7)-C(6)-H(©)
O(4)-C(T)-C(19)
O4)-C(7)-C(8)
C(19)-C(T)-C(8)
0W@)-C(7)-C(6)
C19)-C(T)-C(6)
C(8)-C(N)-C(6)
C(9)-C(8)-C(T)
C(9)-C(8)-H(8A)

122.5(3)
116.5(3)
123.3(3)
1183
1183
1095
1005
109.5
1095
1005
109.5
1095
1005
109.5
1095
1005
109.5
122.1(3)
106.8
106.8
106.8
106.8
106.7
107.02)
103.4(2)
118.1(2)
1003
1003
1093
109.3(2)
108.8(2)
109.1(2)
104.5(2)
111.02)
113.9(2)

115.1(2)
108.5

C(N)-C(8)-H(BA)
C(9)-C(8)-H(EB)
C(7)-C(8)-H(EB)
H(8A)-C(8)-H(SB)
O(1)-C(9)-C(8)
O(1)-C(9)-C(10)
C(8)-C(9)-C(10)
O(1)-C(9)-H(%)
C(8)-C(9)-H(®)
C{10)-C(9)-H(9)
C)}-C4)-C3)
C(5)-C(4)-H(4A)
C(3)-C(4)-H(4A)
C(5)-C(4)-H(4B)
C(3)-C(4)-H(4B)
H(4A)-C(4)-H(4B)
C(3)-C(18)-H(18A)
C(3)-C(18)-H(18B)
H(18A)-C(18)-H(18B)
C(3)-C(18)-H(18C)
H(18A)-C(18)-H(18C)
H(18B)-C(18)-H(18C)
C(7)-C(19)-H{19A)
C(7)-C(19)-H(19B)
H(19A).C(19)-H(19B)
C(T)-C(19)-H(19C)
H(19A)-C(19)-H(19C)
H(19B)-C(19)}-H(19C)
0(3)-C(21)-0(2)
0(3)-C(21)-C(22)
0(2)-C(21)-C(22)
C(21)-C(22)-H(224)
C(21)-C(22)-H(22B)
H(22A).C(22)-H(22B)
C(21)-C(22)-H(22C)
H(22A)-C(22)-H(22C)
H(22B)-C(22)-H(22C)

108.5
108.5
1085
1075
112.4(2)
103.8(2)
113.02)
1002
1092
1002
1202(3)
1073
1073
1073
1073
106.9
1005
1095
1005
1005
1095
1005
1005
1095
1005
100.5
1095
1005
1252(3)
125.4(3)
109.5(3)
100.5
1095
1005
1005
1095
1005

CE16)1-0(6)-C(3)
C2)-0(1)-C(®)
CQ1}0(2)-C(6)
C(T-04)-HH)
H(7A)-O(7)-H(TB)

118.1¢2)
109.8(2)

118.3(2)
100.5

102.6




