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Table S1. 'H (600 MHz) and **C (150 MHz) NMR Data for Isolated Compounds
From Maytenus disticha in Acetone-d6. Chemical Shifts (d) in ppm, Coupling

Constants (J) in Hz.

H NMR “C NMR

MD-62 MD-9 MD-10 MD-62 MD-9  MD-10
1  5.40,dd, 12.4,4.0 - - 76.2 - -
2 iils 2 4.95,d,11.3 5.03,d,114 | o5 84.5 84.1
3 1:2411:::, 14.4, 4.6 4.2&?2, dd, 11.3, 4.61,d,11.4 282 739 731
4 - - - 70.4 198.1  197.9
5 - - - 93.7 165.0  165.0
6  6.64,d,08 5.97,d, 2.1 5.99,d,2.1 74.4 97.0 97.1
7  2098,d,08 - - 65.1 167.8  167.8
8 - 5.94,d,2.1 5.97,d,2.1 197.8  96.0 96.1
9 50905 - - 79.6 164.2  163.9
10 - - - 52.0 100.0  101.5
11 - - - 84.9 129.0 136.9
12  1.64,s 6.62, 2H, s 6.66, 2H, s 29.4 108.0  108.0
13  1.61,s - - 24.7 146.3  151.0
14 1.39,s - - 23.8 134.2  134.7

5.09, d, 12.7 -
15 4.32,d,12.7 60.6 ) )
1 - - 5.03,d,11.4 | - - 84.1

a: in CDCl3



Refinement for MD-6

Table S2. Crystal Data, Details of Intensity Measurements, and Structure

Chemical formula C2sH34011
Molecular weight 546.55
Crystal system orthorhombic
Space group P2:2:12;
alA 8.8254(2)
b/A 11.4351(2)
c/A 26.7639(7)
Unit cell volume / A3 2701.0(1)
Temperature / K 210

Z 4

Density (calculated) / g-cm™t 1.344
Radiation type MoKq

pu/ mmt 0.104
Reflections collected 93176
Independent reflections 4748

Rint 0.0324

R1/wR2 [I> 20(I)]

0.0287 / 0.0807

R1 /wR2 (all data)

0.0300/0.0814

Goodness of fit on F?

1.040
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Figure S1. ORTEP Plot (50 % Probability Ellipsoids) of MD-6.



Figure S2. Packing Diagram of MD-6. Hydrogen Bonds as Dashed Lines. For

Symmetry Operators — see Table S3.

Table S3. Hydrogen-Bonding Parameters [A, °] for MD-6.

D_H 0 A DA D_H A
C2 - H2B - 010 0.98 2.64 3.355(3) 129.9
C3—H3B - 02" 0.98 2.65 3.400(3) 133.1
C6—H6 - O3 0.99 2.06 2.888(2) 140.0
C13—13B - 010" 0.97 2.64 3.481(3) 145.3
C13 - H13C - 06 0.97 2.23 2.948(3) 130.3
C14 — H14B - 06 0.97 2.44 3.071(3) 122.8
C14 — H14C - O8' 0.97 2.63 3.284(3) 124.8
C28 — H28C - 04V 0.97 2.65 3.585(3) 162.8
O11 - H11 - O2" 0.83(3) 2.33(3) 3.101(2) 154(3)

Symmetry operators: ' 1+x,y,z; " 2-x,0.5+y,0.5-z; " 1-x,0.5+y,0.5-z; "V x-0.5,-y-0.5,-z




Table S4. Selected Bond Lengths [A] for MD-6.

C16 - 02 1.199(3)
C27 - 04 1.190(3)
C6 - 06 1.439(2)
C8-08 1.202(3)
C20 - 010 1.204(3)
Cl4 - o011 1.429(2)
O11 - H11 0.83(3)

Table S5. Selected Bond Angles [°] for MD-6.

Cl-01-C16 116.2(2)
O1-C16- 02 123.4(2)
C15- 03— C27 118.5(2)
O3 -C27-04 124.0(2)
C3-Ca-011 107.6(2)
C5 - 05- 011 111.1(2)
C5 - C6— 06 112.9(2)
C6 — 06— C18 116.0(2)
06 - C18 - 07 122.9(2)
C7-C8-08 123.5(2)
C9 - 09 - C20 114.6(2)
C9 — C20 - 010 123.3(2)




Figure S3. *H NMR spectra of MD-6, 600 MHz, in CDCls.
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Figure S4. C NMR spectra of MD-6, 150 MHz, in CDCls.
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Figure S5. g.s. HSQC spectra of MD-6, in CDCls.
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Figure S6. g.s. HMBC spectra of MD-6, in CDCls.
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Figure S7. *H NMR spectra of MD-9, 600 MHz, in acetone-d6.
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Figure S8. C NMR spectra of MD-9, 150 MHz, in acetone-d6.
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Figure S9. g.s. HSQC spectra of MD-9, in acetone-d6.

Figure S10. g.s. HMBC spectra of MD-9, in acetone-d6.
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Figure S11. *H NMR spectra of MD-10, 600 MHz, in acetone-d6.
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Figure S12. 33C NMR spectra of MD-10, 150 MHz, in acetone-d6.
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Figure S13. g.s. HSQC spectra of MD-10, in acetone-d6.
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Figure S14. g.s. HMBC spectra of MD-10, in acetone-d6.
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