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S1. X-ray crytallographic data of compounds 1 and 2
Table 1 Crystal data and structure refinement for 1.

Identification code hujinhua_53p-3-1_collect

Empirical formula C60H96O6

Formula weight 913.36

Temperature/K 100.00(10)

Crystal system monoclinic

Space group P21

a/Å 9.5634(5)

b/Å 13.0900(7)

c/Å 21.2717(12)

α/° 90

β/° 92.796(5)

γ/° 90

Volume/Å3 2659.7(2)

Z 2

ρcalcg/cm3 1.140

μ/mm-1 0.547

F(000) 1008.0

Crystal size/mm3 0.1 × 0.08 × 0.07

Radiation Cu Kα (λ = 1.54184)

2Θ range for data collection/° 7.934 to 133.194

Index ranges -10 ≤ h ≤ 11, -15 ≤ k ≤ 15, -23 ≤ l ≤ 25

Reflections collected 27177

Independent reflections 9427 [Rint = 0.0613, Rsigma = 0.0723]

Data/restraints/parameters 9427/1434/869

Goodness-of-fit on F2 1.054

Final R indexes [I>=2σ (I)] R1 = 0.0929, wR2 = 0.2352

Final R indexes [all data] R1 = 0.1332, wR2 = 0.2648

Largest diff. peak/hole / e Å-3 0.53/-0.26

Flack parameter 0.4(3)
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Table 1 Crystal data and structure refinement for 2.

Identification code 53P-3-51

Empirical formula C20H35O3.5

Formula weight 331.48

Temperature/K 100.00(10)

Crystal system orthorhombic

Space group P21212

a/Å 18.13060(10)

b/Å 12.68530(10)

c/Å 8.13590(10)

α/° 90

β/° 90

γ/° 90

Volume/Å3 1871.19(3)

Z 4

ρcalcg/cm3 1.177

μ/mm-1 0.617

F(000) 732.0

Crystal size/mm3 0.12 × 0.1 × 0.08

Radiation Cu Kα (λ = 1.54184)

2Θ range for data collection/° 8.508 to 148.816

Index ranges -22 ≤ h ≤ 22, -15 ≤ k ≤ 15, -9 ≤ l ≤ 8

Reflections collected 17894

Independent reflections 3677 [Rint = 0.0365, Rsigma = 0.0269]

Data/restraints/parameters 3677/0/227

Goodness-of-fit on F2 1.094

Final R indexes [I>=2σ (I)] R1 = 0.0316, wR2 = 0.0816

Final R indexes [all data] R1 = 0.0330, wR2 = 0.0825

Largest diff. peak/hole / e Å-3 0.14/-0.15

Flack parameter -0.06(8)
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Figure S1. 1H NMR spectrum (500 MHz, CD3COCD3) of 1.

Figure S2. 13C NMR spectrum (125 MHz, CD3COCD3) of 1.
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Figure S3. 1H-1H COSY spectrum (500 MHz, CD3COCD3) of 1.

Figure S4. HSQC spectrum of 1.
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Figure S5. HMBC spectrum of 1.

Figure S6. NOESY spectrum of 1.
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Figure S7. HRESIMS spectrum of 1.

Figure S8. UV spectrum of 1.
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Figure S9. CD spectrum of 1.

Figure S10. IR spectrum of 1.
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Figure S11. 1H NMR spectrum (500 MHz, CDCl3) of 2.

Figure S12. 13C NMR spectrum (125 MHz, CDCl3) of 2.
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Figure S13. 1H-1H COSY spectrum (500 MHz, CDCl3) of 2.

Figure S14. HSQC spectrum of 2.



S12

Figure S15. HMBC spectrum of 2.

Figure S16. NOESY spectrum of 2.
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Figure S17. HRESIMS spectrum of 2.

Figure S18. UV spectrum of 2.
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Figure S19. CD spectrum of 13.
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Figure S20. IR spectrum of 2.


