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Figure S9. 13C NMR (150MHz, methanol-d4) spectrum of compound 1. 
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Figure S14. HRESIMS of compound 2. 
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Figure S16. 13C NMR (150MHz, methanol-d4) spectrum of compound 2. 
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Figure S21. HRESIMS of compound 3. 
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Figure S22. 1H NMR (600MHz, CDCl3) spectrum of compound 3. 
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Figure S23. 13C NMR (150MHz, CDCl3) spectrum of compound 3. 
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Figure S28. HRESIMS of compound 4. 
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Figure S29. 1H NMR (600MHz, CDCl3) spectrum of compound 4. 



33 
 

 
Figure S30. 13C NMR (150MHz, CDCl3) spectrum of compound 4. 
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Figure S35. HRESIMS of compound 5. 
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Figure S41. HRESIMS of compound 6. 
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Figure S47. HRESIMS of compound 7. 
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Figure S48. 1H NMR (600MHz, CDCl3) spectrum of compound 7. 
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X-ray crystallographic parameters of compound 1 (CCDC 1481781) 

Crystallization conditions: X-ray quality crystal of 1 was obtained by slow evaporation 

from MeOH solution. A suitable single crystal was carefully selected under a polarizing 

microscope. Data collection: Bruker Kappa APEX2 CCD diffractometer (with microfocus 

tube), Mo-K radiation ( = 0.71073 Å), multilayer mirror, - and -scan; data collection 

with APEX2, cell refinement and data reduction with SAINT,1 experimental absorption 

correction with SADABS.2 Structure Analysis and Refinement: The structure was solved by 

direct methods using SHELXS-97; refinement was done by full-matrix least squares on F2 

using the SHELXL-97 program suite.3 All non-hydrogen positions were refined with 

anisotropic displacement parameters. Hydrogen atoms were positioned geometrically (with 

C-H = 0.95 Å for aromatic/olefinic CH, 1.00 Å for tertiary CH, 0.99 Å for CH2 and 0.98 Å for 

CH3) and refined using riding models (AFIX 43, 13, 23 and 133 or 137, respectively), with 

Uiso(H) = -1.2Ueq(CH, CH2) and -1.5Ueq(CH3). The hydrogen atoms on the hydroxyl groups 

with O1 and O7 (methanol solvent molecule) were found and refined with Uiso(H) = 

1.5Ueq(O). The N-H hydrogen atom has been found and refined with Uiso(H) = 1.5Ueq(N). The 

H atoms on O2 and O5 had to be calculated and refined with AFIX 83 to avoid their wrong 

intramolecular positioning (O2-H towards O5 and O5-H towards O3) which would lead to 

C-O-H angles < 92°. The apparent disorder due higher thermal motion and less constrained 

crystal packing of the bent alkyl chain and the methyl group of the methanol solvent 

molecules leads to short intermolecular H···H contacts and short C-C bonds as artefacts 

which are noted as Alert level A and B in the Checkcif file. 

The gymnastatin T molecule (1) crystallizes in the non-centrosymmetric orthorhombic 
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Table S1. Crystal data and structure refinement for 1 

Compound 1 
Data set Br_5_30_2 
CCDC number 1481781 
Empirical formula C23H34BrNO6·CH3OH 
M/g mol−1 532.46 
Crystal size/mm3 0.40 × 0.05 × 0.01 
Temperature/K 150 
θ range/° (completeness) 2.5–25.3° (0.99) 
h; k; l range -8/9, 14/14, -41/42 
Crystal system Orthorhombic 
Space group P212121 
a/Å 7.0251(3) 
b/Å 11.3852(5) 
c/Å 32.3080(15) 
α/° 90 
β/° 90 
γ/° 90 
V/Å³ 2584.1(2) 
Z 4 
Dcalc/g cm−3 1.369 
µ (Mo Kα)/mm−1 1.63 
F(000) 1120 
Max./min. transmission 0.674, 0.746 
Reflections collected 39194 
Independent reflect. (Rint) 6086 (0.0445) 
Data/restraints/parameters 6088/5/275 
Max./min. Δρ/e Å−3 a 1.469/-0.977 
R1/wR2 [I>2σ(I)] b 0.0626/0.1579 
R1/wR2 (all data) b 0.0747/0.1637 
Goodness-of-fit on F2 c 1.092 
Flack parameter d 0.043(4) 

a Largest difference peak and hole; b R1= [∑(||Fo| − |Fc||)/∑|Fo|]; wR2 = [∑[w(Fo
2 − 

Fc
2)2]/∑[w(Fo

2)2]]1/2; c Goodness-of-fit = [∑[w(Fo
2 − Fc

2)2]/(n − p)]1/2; d Absolute structure 
parameter.6 
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Table S2. Fractional atomic coordinates and isotropic or equivalent isotropic displacement 

parameters (Å2) for 1. 

 x y z Uiso*/Ueq 

Br 0.94426 (9) 1.08655 (6) 0.19418 (2) 0.0331 (2) 

C1 0.8297 (8) 0.9768 (5) 0.2698 (2) 0.0202 (12) 

H1A 0.8167 0.9026 0.2535 0.024* 

O1 1.0197 (6) 0.9889 (4) 0.28372 (16) 0.0254 (10) 

H1 1.064 (12) 0.922 (5) 0.279 (2) 0.038* 

C2 0.6985 (8) 0.9727 (5) 0.3068 (2) 0.0254 (13) 

H2A 0.5659 0.9626 0.2961 0.030* 

C3 0.7037 (10) 1.0866 (6) 0.3311 (2) 0.0302 (13) 

H3A 0.8320 1.0969 0.3432 0.036* 

H3B 0.6109 1.0822 0.3541 0.036* 

C4 0.6570 (9) 1.1935 (5) 0.3039 (2) 0.0275 (13) 

O2 0.6805 (9) 1.2931 (4) 0.32925 (18) 0.0448 (15) 

H2 0.6520 1.3538 0.3158 0.067* 

C5 0.4558 (11) 1.1811 (6) 0.2891 (2) 0.0343 (16) 

H5A 0.3559 1.1797 0.3111 0.041* 

O3 0.4054 (7) 1.2410 (4) 0.25144 (16) 0.0322 (11) 

O5 0.7751 (6) 1.3017 (4) 0.24330 (16) 0.0283 (10) 

H5 0.7530 1.2839 0.2185 0.042* 

C6 0.4112 (9) 1.1138 (6) 0.2507 (2) 0.0306 (15) 

H6A 0.2859 1.0722 0.2499 0.037* 

C7 0.5720 (9) 1.0579 (5) 0.2273 (2) 0.0249 (13) 

O4 0.5394 (8) 0.9852 (4) 0.20181 (16) 0.0357 (11) 

C8 0.7758 (7) 1.0839 (6) 0.24217 (19) 0.0213 (11) 

C9 0.7976 (9) 1.1982 (5) 0.2668 (2) 0.0252 (14) 

H9 0.9294 1.1992 0.2785 0.030* 

N10 0.7407 (8) 0.8721 (5) 0.33274 (19) 0.0263 (12) 

H10 0.864 (9) 0.879 (7) 0.343 (2) 0.039* 

C11 0.6062 (8) 0.7934 (6) 0.3423 (2) 0.0258 (14) 
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O6 0.4378 (7) 0.8024 (4) 0.32919 (16) 0.0358 (11) 

C12 0.6652 (10) 0.6938 (6) 0.3689 (2) 0.0275 (14) 

H12 0.7938 0.6869 0.3776 0.033* 

C13 0.5372 (11) 0.6140 (6) 0.3806 (2) 0.0331 (15) 

H13 0.4106 0.6271 0.3714 0.040* 

C15 0.4129 (13) 0.4462 (7) 0.4146 (3) 0.047 (2) 

H15 0.2948 0.4750 0.4045 0.056* 

C16 0.407 (3) 0.3322 (11) 0.4394 (4) 0.094 (2) 

H16 0.5385 0.3039 0.4457 0.113* 

C17 0.296 (3) 0.3515 (12) 0.4784 (4) 0.094 (2) 

H17A 0.2717 0.2749 0.4919 0.113* 

H17B 0.1712 0.3870 0.4715 0.113* 

C14 0.5664 (13) 0.5091 (6) 0.4058 (2) 0.0389 (16) 

C18 0.400 (3) 0.4306 (11) 0.5081 (4) 0.094 (2) 

H18A 0.5280 0.3969 0.5131 0.113* 

H18B 0.4183 0.5078 0.4946 0.113* 

C19 0.307 (3) 0.4500 (12) 0.5485 (4) 0.094 (2) 

H19A 0.2852 0.3732 0.5620 0.113* 

H19B 0.3936 0.4962 0.5664 0.113* 

C20 0.130 (2) 0.5107 (12) 0.5447 (4) 0.094 (2) 

H20A 0.0428 0.4550 0.5306 0.113* 

H20B 0.0811 0.5194 0.5732 0.113* 

C21 0.102 (3) 0.6087 (14) 0.5274 (6) 0.116 (3) 

H21A 0.1329 0.5957 0.4979 0.139* 

H21B 0.2038 0.6605 0.5383 0.139* 

C22 -0.091 (3) 0.6901 (14) 0.5273 (5) 0.116 (3) 

H22A -0.0559 0.7726 0.5233 0.173* 

H22B -0.1576 0.6812 0.5538 0.173* 

H22C -0.1748 0.6649 0.5047 0.173* 

C23 0.771 (3) 0.4818 (15) 0.4187 (6) 0.116 (3) 

H23A 0.8468 0.4636 0.3942 0.173* 

H23B 0.7712 0.4142 0.4375 0.173* 
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H23C 0.8251 0.5501 0.4329 0.173* 

C24 0.297 (3) 0.2407 (15) 0.4134 (5) 0.116 (3) 

H24A 0.1806 0.2764 0.4025 0.173* 

H24B 0.2640 0.1734 0.4309 0.173* 

H24C 0.3772 0.2142 0.3904 0.173* 

C25 0.173 (4) 0.944 (4) 0.3908 (14) 0.34 (3) 

H25A 0.0883 0.9704 0.4131 0.503* 

H25B 0.1786 1.0047 0.3692 0.503* 

H25C 0.3012 0.9314 0.4020 0.503* 

O7 0.1023 (9) 0.8365 (8) 0.3735 (2) 0.066 (2) 

H7 0.148 (19) 0.826 (13) 0.347 (2) 0.099* 

 

Table S3. Atomic displacement parameters (Å2) for 1. 

 U11 U22 U33 U12 U13 U23 

Br 0.0232 (3) 0.0367 (3) 0.0396 (3) 0.0050 (3) 0.0103 (3) 0.0075 (3) 

C1 0.016 (3) 0.009 (3) 0.036 (4) -0.003 (2) -0.001 (2) 0.007 (2) 

O1 0.0088 (19) 0.019 (2) 0.048 (3) 0.0035 (15) 0.0011 (17) 0.002 (2) 

C2 0.012 (2) 0.021 (3) 0.043 (4) 0.004 (2) -0.001 (3) 0.010 (3) 

C3 0.031 (3) 0.026 (3) 0.033 (3) 0.007 (3) 0.004 (3) 0.005 (3) 

C4 0.029 (3) 0.019 (3) 0.035 (4) 0.009 (2) 0.001 (3) -0.004 (3) 

O2 0.065 (4) 0.023 (2) 0.047 (3) 0.027 (3) -0.012 (3) -0.011 (2) 

C5 0.025 (3) 0.032 (4) 0.046 (4) 0.012 (3) 0.011 (3) 0.008 (3) 

O3 0.025 (3) 0.022 (2) 0.049 (3) 0.0080 (19) -0.003 (2) 0.007 (2) 

O5 0.025 (2) 0.015 (2) 0.044 (3) -0.0085 (18) -0.008 (2) 0.004 (2) 

C6 0.014 (3) 0.026 (3) 0.052 (4) 0.001 (2) 0.001 (3) 0.013 (3) 

C7 0.019 (3) 0.018 (3) 0.038 (3) -0.005 (2) -0.001 (3) 0.010 (2) 

O4 0.035 (3) 0.024 (2) 0.048 (3) -0.009 (2) -0.011 (2) 0.004 (2) 

C8 0.014 (2) 0.016 (3) 0.034 (3) -0.003 (2) 0.000 (2) 0.005 (3) 

C9 0.018 (3) 0.016 (3) 0.041 (4) -0.003 (2) -0.006 (3) 0.009 (3) 

N10 0.018 (2) 0.023 (3) 0.038 (3) 0.004 (2) -0.004 (2) 0.011 (2) 

C11 0.016 (3) 0.024 (3) 0.038 (4) -0.002 (2) 0.001 (2) 0.003 (3) 
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O6 0.016 (2) 0.040 (3) 0.051 (3) -0.002 (2) -0.002 (2) 0.019 (2) 

C12 0.025 (3) 0.026 (3) 0.032 (4) 0.006 (3) 0.001 (3) 0.006 (3) 

C13 0.033 (3) 0.030 (4) 0.037 (4) 0.004 (3) 0.001 (3) 0.009 (3) 

C15 0.051 (5) 0.034 (4) 0.054 (5) -0.009 (4) 0.010 (4) 0.016 (3) 

C16 0.134 (6) 0.069 (4) 0.078 (4) -0.011 (4) 0.014 (4) 0.023 (3) 

C17 0.134 (6) 0.069 (4) 0.078 (4) -0.011 (4) 0.014 (4) 0.023 (3) 

C14 0.046 (4) 0.027 (3) 0.044 (4) -0.001 (4) 0.007 (4) 0.012 (3) 

C18 0.134 (6) 0.069 (4) 0.078 (4) -0.011 (4) 0.014 (4) 0.023 (3) 

C19 0.134 (6) 0.069 (4) 0.078 (4) -0.011 (4) 0.014 (4) 0.023 (3) 

C20 0.134 (6) 0.069 (4) 0.078 (4) -0.011 (4) 0.014 (4) 0.023 (3) 

C21 0.139 (8) 0.090 (6) 0.118 (6) 0.003 (5) 0.024 (6) 0.016 (5) 

C22 0.139 (8) 0.090 (6) 0.118 (6) 0.003 (5) 0.024 (6) 0.016 (5) 

C23 0.139 (8) 0.090 (6) 0.118 (6) 0.003 (5) 0.024 (6) 0.016 (5) 

C24 0.139 (8) 0.090 (6) 0.118 (6) 0.003 (5) 0.024 (6) 0.016 (5) 

C25 0.13 (2) 0.41 (6) 0.47 (7) -0.01 (3) -0.03 (3) -0.28 (6) 

O7 0.036 (3) 0.096 (6) 0.066 (4) 0.012 (3) 0.000 (3) -0.013 (4) 

 

Table S4. Geometric parameters (Å, º) for 1. 

Br—C8 1.951 (6) C15—C14 1.326 (12) 

C1—O1 1.415 (7) C15—C16 1.525 (14) 

C1—C2 1.509 (10) C15—H15 0.9500 

C1—C8 1.559 (8) C16—C17 1.500 (19) 

C1—H1A 1.0000 C16—C24 1.54 (2) 

O1—H1 0.84 (5) C16—H16 1.0000 

C2—N10 1.450 (8) C17—C18 1.51 (2) 

C2—C3 1.516 (10) C17—H17A 0.9900 

C2—H2A 1.0000 C17—H17B 0.9900 

C3—C4 1.536 (9) C14—C23 1.53 (2) 

C3—H3A 0.9900 C18—C19 1.476 (19) 

C3—H3B 0.9900 C18—H18A 0.9900 

C4—O2 1.410 (8) C18—H18B 0.9900 
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C4—C5 1.499 (10) C19—C20 1.43 (2) 

C4—C9 1.553 (10) C19—H19A 0.9900 

O2—H2 0.8400 C19—H19B 0.9900 

C5—O3 1.438 (8) C20—C21 1.262 (18) 

C5—C6 1.491 (11) C20—H20A 0.9900 

C5—H5A 1.0000 C20—H20B 0.9900 

O3—C6 1.449 (8) C21—C22 1.64 (2) 

O5—C9 1.410 (8) C21—H21A 0.9900 

O5—H5 0.8400 C21—H21B 0.9900 

C6—C7 1.500 (9) C22—H22A 0.9800 

C6—H6A 1.0000 C22—H22B 0.9800 

C7—O4 1.190 (8) C22—H22C 0.9800 

C7—C8 1.539 (8) C23—H23A 0.9800 

C8—C9 1.534 (9) C23—H23B 0.9800 

C9—H9 1.0000 C23—H23C 0.9800 

N10—C11 1.338 (8) C24—H24A 0.9800 

N10—H10 0.93 (6) C24—H24B 0.9800 

C11—O6 1.261 (8) C24—H24C 0.9800 

C11—C12 1.482 (9) C25—O7 1.44 (3) 

C12—C13 1.333 (10) C25—H25A 0.9800 

C12—H12 0.9500 C25—H25B 0.9800 

C13—C14 1.459 (9) C25—H25C 0.9800 

C13—H13 0.9500 O7—H7 0.91 (6) 

    

O1—C1—C2 109.2 (5) C14—C15—C16 126.5 (10) 

O1—C1—C8 109.5 (5) C14—C15—H15 116.7 

C2—C1—C8 109.2 (5) C16—C15—H15 116.7 

O1—C1—H1A 109.6 C17—C16—C15 109.3 (11) 

C2—C1—H1A 109.6 C17—C16—C24 107.2 (14) 

C8—C1—H1A 109.6 C15—C16—C24 107.6 (11) 

C1—O1—H1 102 (6) C17—C16—H16 110.9 

N10—C2—C1 110.9 (5) C15—C16—H16 110.9 
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N10—C2—C3 111.9 (6) C24—C16—H16 110.9 

C1—C2—C3 111.6 (5) C16—C17—C18 111.7 (13) 

N10—C2—H2A 107.4 C16—C17—H17A 109.3 

C1—C2—H2A 107.4 C18—C17—H17A 109.3 

C3—C2—H2A 107.4 C16—C17—H17B 109.3 

C2—C3—C4 112.1 (5) C18—C17—H17B 109.3 

C2—C3—H3A 109.2 H17A—C17—H17B 107.9 

C4—C3—H3A 109.2 C15—C14—C13 116.6 (8) 

C2—C3—H3B 109.2 C15—C14—C23 126.5 (9) 

C4—C3—H3B 109.2 C13—C14—C23 116.8 (9) 

H3A—C3—H3B 107.9 C19—C18—C17 115.9 (14) 

O2—C4—C5 111.8 (5) C19—C18—H18A 108.3 

O2—C4—C3 106.2 (6) C17—C18—H18A 108.3 

C5—C4—C3 108.1 (6) C19—C18—H18B 108.3 

O2—C4—C9 110.2 (6) C17—C18—H18B 108.3 

C5—C4—C9 111.0 (6) H18A—C18—H18B 107.4 

C3—C4—C9 109.4 (5) C20—C19—C18 112.4 (13) 

C4—O2—H2 109.5 C20—C19—H19A 109.1 

O3—C5—C6 59.3 (4) C18—C19—H19A 109.1 

O3—C5—C4 117.2 (6) C20—C19—H19B 109.1 

C6—C5—C4 120.7 (6) C18—C19—H19B 109.1 

O3—C5—H5A 115.9 H19A—C19—H19B 107.9 

C6—C5—H5A 115.9 C21—C20—C19 126.8 (16) 

C4—C5—H5A 115.9 C21—C20—H20A 105.6 

C5—O3—C6 62.2 (5) C19—C20—H20A 105.6 

C9—O5—H5 109.5 C21—C20—H20B 105.6 

O3—C6—C5 58.6 (4) C19—C20—H20B 105.6 

O3—C6—C7 117.0 (5) H20A—C20—H20B 106.1 

C5—C6—C7 118.6 (6) C20—C21—C22 128.8 (16) 

O3—C6—H6A 116.7 C20—C21—H21A 105.1 

C5—C6—H6A 116.7 C22—C21—H21A 105.1 

C7—C6—H6A 116.7 C20—C21—H21B 105.1 
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O4—C7—C6 119.9 (6) C22—C21—H21B 105.1 

O4—C7—C8 121.9 (6) H21A—C21—H21B 105.9 

C6—C7—C8 117.5 (6) C21—C22—H22A 109.5 

C9—C8—C7 114.7 (5) C21—C22—H22B 109.5 

C9—C8—C1 110.0 (5) H22A—C22—H22B 109.5 

C7—C8—C1 104.8 (5) C21—C22—H22C 109.5 

C9—C8—Br 109.8 (4) H22A—C22—H22C 109.5 

C7—C8—Br 108.6 (4) H22B—C22—H22C 109.5 

C1—C8—Br 108.7 (4) C14—C23—H23A 109.5 

O5—C9—C8 114.7 (6) C14—C23—H23B 109.5 

O5—C9—C4 111.9 (5) H23A—C23—H23B 109.5 

C8—C9—C4 107.9 (5) C14—C23—H23C 109.5 

O5—C9—H9 107.4 H23A—C23—H23C 109.5 

C8—C9—H9 107.4 H23B—C23—H23C 109.5 

C4—C9—H9 107.4 C16—C24—H24A 109.5 

C11—N10—C2 121.2 (5) C16—C24—H24B 109.5 

C11—N10—H10 130 (5) H24A—C24—H24B 109.5 

C2—N10—H10 109 (5) C16—C24—H24C 109.5 

O6—C11—N10 122.1 (6) H24A—C24—H24C 109.5 

O6—C11—C12 121.3 (6) H24B—C24—H24C 109.5 

N10—C11—C12 116.7 (5) O7—C25—H25A 109.5 

C13—C12—C11 119.8 (6) O7—C25—H25B 109.5 

C13—C12—H12 120.1 H25A—C25—H25B 109.5 

C11—C12—H12 120.1 O7—C25—H25C 109.5 

C12—C13—C14 128.4 (7) H25A—C25—H25C 109.5 

C12—C13—H13 115.8 H25B—C25—H25C 109.5 

C14—C13—H13 115.8 C25—O7—H7 110 (10) 

    

O1—C1—C2—N10 -61.9 (7) O1—C1—C8—Br 61.3 (6) 

C8—C1—C2—N10 178.3 (5) C2—C1—C8—Br -179.2 (4) 

O1—C1—C2—C3 63.6 (6) C7—C8—C9—O5 -69.6 (7) 

C8—C1—C2—C3 -56.2 (7) C1—C8—C9—O5 172.6 (5) 
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N10—C2—C3—C4 -179.4 (5) Br—C8—C9—O5 53.0 (6) 

C1—C2—C3—C4 55.7 (7) C7—C8—C9—C4 55.8 (7) 

C2—C3—C4—O2 -175.8 (6) C1—C8—C9—C4 -62.0 (6) 

C2—C3—C4—C5 64.1 (7) Br—C8—C9—C4 178.4 (4) 

C2—C3—C4—C9 -56.8 (7) O2—C4—C9—O5 -57.0 (7) 

O2—C4—C5—O3 87.9 (7) C5—C4—C9—O5 67.4 (7) 

C3—C4—C5—O3 -155.6 (6) C3—C4—C9—O5 -173.5 (5) 

C9—C4—C5—O3 -35.6 (8) O2—C4—C9—C8 176.0 (5) 

O2—C4—C5—C6 156.6 (6) C5—C4—C9—C8 -59.6 (7) 

C3—C4—C5—C6 -86.9 (8) C3—C4—C9—C8 59.5 (7) 

C9—C4—C5—C6 33.1 (8) C1—C2—N10—C11 -124.2 (7) 

C4—C5—O3—C6 111.3 (7) C3—C2—N10—C11 110.5 (7) 

C5—O3—C6—C7 -108.6 (7) C2—N10—C11—O6 0.4 (11) 

C4—C5—C6—O3 -105.4 (7) C2—N10—C11—C12 179.9 (6) 

O3—C5—C6—C7 105.8 (6) O6—C11—C12—C13 -2.4 (11) 

C4—C5—C6—C7 0.4 (9) N10—C11—C12—C13 178.1 (7) 

O3—C6—C7—O4 -128.0 (6) C11—C12—C13—C14 178.6 (7) 

C5—C6—C7—O4 164.9 (6) C14—C15—C16—C17 115.7 (14) 

O3—C6—C7—C8 61.2 (8) C14—C15—C16—C24 -128.2 (13) 

C5—C6—C7—C8 -5.9 (8) C15—C16—C17—C18 -69.2 (16) 

O4—C7—C8—C9 166.0 (6) C24—C16—C17—C18 174.4 (12) 

C6—C7—C8—C9 -23.4 (7) C16—C15—C14—C13 178.5 (9) 

O4—C7—C8—C1 -73.3 (7) C16—C15—C14—C23 -0.6 (17) 

C6—C7—C8—C1 97.3 (6) C12—C13—C14—C15 177.1 (8) 

O4—C7—C8—Br 42.7 (7) C12—C13—C14—C23 -3.7 (14) 

C6—C7—C8—Br -146.7 (4) C16—C17—C18—C19 -176.8 (13) 

O1—C1—C8—C9 -59.0 (6) C17—C18—C19—C20 -64.6 (17) 

C2—C1—C8—C9 60.5 (6) C18—C19—C20—C21 -56 (2) 

O1—C1—C8—C7 177.2 (5) C19—C20—C21—C22 -171.3 (17) 

C2—C1—C8—C7 -63.2 (6)   
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