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Abstract: A novel sesquiterpene derivative with a seven-membered B ring, 

illigerine (1), along with  four known compounds, 1-epi-chiliophyllin (2), 3,4-

dihydroxyphenethyl alcohol (3), coniferyl alcohol (4), and phenylpropionic acid 

(5), were isolated from Illigera aromatica S. Z. Huang et S. L. Mo. Their 

structures were identified by 1D/2D NMR, HRESIMS, and electronic circular 

dichroism spectra, and the cytotoxic activity and inhibitory effect of NO 

production in LPS-stimulated RAW264.7 were also evaluated. This is the first 

report of sesquiterpene isolated from the genus Illigera. 
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Table S1 The 
1
H and 

13
C NMR (

1
H, 500 MHz; 

13
C, 125 MHz) spectral data for 1 in 

CDCl3. 

No δC 
 

δH mult. (J in Hz) No δC 
 

δH mult. (J in Hz) 

1 152.8 s  12 31.8 t 2.60 dd (16.5, 5.5) 

2.48 m 

2 35.6 t 2.42 dd (10.0, 3.0) 

2.12 dd (10.0, 3.0) 

13 21.1 q 1.15 s 

3 36.7 t 1.69 dd (10.0, 3.0) 

1.61 dd (10.0, 3.0) 

14 30.4 q 0.97 s 

4 34.0 s  15 22.3 q 1.00 s 

5 53.8 d 1.92 m 16 110.1 t 4.88 s 

4.85 s 

6 22.7 t 1.40 m 

1.86 m 

17 122.5 s  

7 38.8 t 2.09 m 

1.83 m 

18 154.1 s  

8 80.4 s  19 116.9 d 6.79 dd (8.0, 2.1) 

9 34.8 d 2.07 m 20 127.2 d 7.09 dt (8.0, 2.1) 

10 33.7 t 1.49 ddd (10.0, 8.5, 3.5) 

1.70 m 

21 119.4 d 6.82 dt (8.0 2.1) 

11 41.9 d 2.45 m 22 128.7 d 7.03 dd (8.0, 2.1) 
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Figure S1 HRESIMS spetrum of illigerate D (1) 

 

 

Figure S2 
1
H NMR spectrum (CDCl3, 500 MHz) of illigerate D (1) 
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Figure S3 
13

C NMR and DEPT spectra (CDCl3, 125 MHz) of illigerate D (1) 

 

 

Figure S4 
1
H-

1
H COSY spectrum (CDCl3, 500 MHz) of illigerate D (1)  
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Figure S5 HSQCspectrum (CDCl3, 500 MHz) of illigerate D (1) 

 

 

Figure S6 HMBC spectrum (CDCl3, 500 MHz) of illigerate D (1) 
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Figure S7 ROESY spectrum (CDCl3, 500 MHz) of illigerate D (1) 

 

 

Figure S8 Experimental and calculated ECD spectra of 1 
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Figure S9 Plausible biosynthetic pathway of 1. 

 

Optimal conformer (population, 95.7%) obtained from CONFLEX 7.0 
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Atomic coordinate for the optimal conformer 

C,0,-4.2364093458,1.3781672044,-0.8743591909 

 C,0,-4.6695064873,-0.0328772937,-0.4509822359 

 C,0,-3.5414509841,-1.0916055993,-0.5279237345 

 C,0,-2.2825677266,-0.5744026988,0.2646267135 

 C,0,-1.854054682,0.8686653732,-0.1753499078 

 C,0,-3.0434473228,1.8128466375,-0.0602779362 

 C,0,-1.1225973952,-1.6020596154,0.247756203 

 C,0,-0.0886827541,-1.4358469426,1.3751816889 

 C,0,1.0765445841,-0.4580141953,1.1370509066 

 C,0,0.7098119889,0.6801242597,0.1631833685 

 C,0,-0.5926566056,1.4174837344,0.5247002087 

 O,0,2.1230556184,-1.2556163674,0.4948342579 

 C,0,3.1839706666,-0.5806600441,-0.050444949 

 C,0,3.1629502421,0.802272461,-0.3124388681 

 C,0,1.9179010108,1.610223615,-0.01344403 

 C,0,4.31346782,-1.3495644115,-0.3651407261 

 C,0,5.4319142529,-0.7480082161,-0.934900884 

 C,0,5.4347642811,0.6271068018,-1.1913103386 

 C,0,4.3041773752,1.3819754835,-0.8819831743 

 C,0,-3.0895526435,2.9009532422,0.717547411 

 C,0,-4.1021347937,-2.3753351603,0.1238318084 

 C,0,-3.2106707077,-1.4048728916,-2.0034750531 

 H,0,-2.6083192637,-0.4877781652,1.3133712588 

 H,0,-1.6078819267,0.8126145706,-1.2478523041 

 H,0,0.5586287858,0.194422764,-0.8085968173 

 C,0,1.62388084,0.0187365998,2.4911942795 

 H,0,-5.0668210479,2.0811337136,-0.7488875457 

 H,0,-3.9772291913,1.3796472703,-1.9424054064 

 H,0,-5.51611107,-0.3665747069,-1.0642254816 

 H,0,-5.0329895635,0.0163500699,0.5844319737 

 H,0,-1.5553150216,-2.5988178101,0.3643624949 

 H,0,-0.6236954332,-1.6132262282,-0.7278999433 

 H,0,-0.6134627782,-1.1322370256,2.288481923 

 H,0,0.3706318496,-2.4043818943,1.6023997099 

 H,0,-0.7395739847,1.4387275606,1.6115185451 

 H,0,-0.4847604841,2.4644123375,0.220008983 

 H,0,2.0604027551,2.227913344,0.8842236006 

 H,0,1.7258815326,2.3111408656,-0.8342574166 

 H,0,4.2917058255,-2.4138726338,-0.1521463859 

 H,0,6.3021544926,-1.3521598728,-1.17471781 

 H,0,6.3046469474,1.102582827,-1.6338136758 

 H,0,4.2933390951,2.4490816638,-1.0924882736 

 H,0,-3.9850626246,3.5160360455,0.7561300545 

 H,0,-2.2602782523,3.2237085848,1.3374290422 

 H,0,-3.4458331583,-3.2400260227,-0.0081748937 

 H,0,-5.0661724759,-2.6328780016,-0.3290705677 

 H,0,-4.2666700655,-2.2349373034,1.1983102885 

 H,0,-4.1131764376,-1.7404126065,-2.5267234848 

 H,0,-2.8222491272,-0.5376699914,-2.545393402 
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 H,0,-2.4686206255,-2.2047522177,-2.0857113813 

 H,0,1.7797287988,-0.8441641626,3.1456971824 

 H,0,2.5788706985,0.5386647521,2.3869351877 

 H,0,0.9184245194,0.6939602971,2.9840887279 


