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Abstract: A new sesquiterpenoid kalimerislactone A (1), a new nor-triterpenoid 

kalimerislactone B (2) and with eight known compounds 7-hydroxy-4´methoxyisoflavone 

(3), episyringaresinol (4), epipinoresinol (5), rhamnetin (6), vanillin (7), p-

hydroxybenzaldehyde (8), syringic acid (9), and 3, 4-dihydroxybenzaldehyde (10) were 

isolated from the herbs of Kalimeris indica. The structures of these compounds were 

elucidated and determined using spectroscopic techniques such as NMR and MS. All of 

the compounds were isolated from this genus for the first time. The cytotoxicities against 

four cancer cell lines (including SMMC-7721, MCF-7, K-562, and A-549) were 

evaluated in vitro, but were inactive. 
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Table S1 
1
H- and 

13
C-NMR chemical shifts of compound 1 (J in Hz) 

 
   

Position δ (H)
a
) δ (C)

b
) 

1 1.19 (m) 31.8 (d) 
2 2.14 (m), 1.98 (m) 33.7 (t) 

3   217.8 (s) 

4 2.14 (m), 2.07 (m) 23.9 (t) 
5 1.98 (m) 29.7 (d) 

6 1.62 (m) 35.6 (d) 

7 0.73 (m) 47.6 (d) 

8 1.79 (m) 32.4 (d) 

9 0.93 (d, 6.8) 19.4 (q) 

10 0.94 (d, 6.8) 20.1 (q) 

11 1.74 (m), 1.65 (m) 25.7 (t) 

12 2.63 (m) 42.2 (t) 

13   211.9 (s) 

14 2.17 (s) 29.7 (q)  

a) Measured at 400 MHz. in CD3OD, b) Measured at 100 MHz. in CD3OD 

Table S2 
1
H- and 

13
C-NMR chemical shifts of compound 2 (J in Hz) 

 
 

Position δ (H)
c
) δ (C)

d
) Position δ (H)

c
) δ (C)

d
) 

1 1.31 (m) 40.7 (t) 16 1.39 (m) 27.9 (t) 
2 1.25 (m) 35.3 (t) 17  47.5 (s) 

3  213.8 (s) 18 2.25 (dd , 12.3, 4.9) 45.0 (d) 

4 2.33 (m) 44.7 (d) 19 2.46 (m) 37.6 (t) 

5 1.08 (m) 53.3 (d) 20  30.1 (s) 

6 1.57 (m) 21.7 (t) 21 1.23 (m) 36.3 (t) 

7 1.48 (m) 33.7 (t) 22 1.65 (m) 31.7 (t) 

8  41.2 (s) 23 0.98 (d , 6.6) 11.8 (q) 

9 1.32 (m) 47.7 (d) 24   

10  36.7 (s) 25 1.08 (s) 13.9 (q) 

11 1.55 (m) 19.0 (t) 26 1.22 (s) 18.0 (q) 

12 1.86 (d , 6.5) 26.7 (t) 27 1.12(s) 19.5 (q) 

13  89.7 (s) 28  179.5 (s) 

14  44.0 (s) 29 0.88 (s) 33.2 (q) 

15 1.33 (m) 26.0 (t) 30 0.83 (s) 23.3 (q) 

c) Measured at 500 MHz. in CD3Cl3, d) Measured at 125 MHz. in CD3Cl3  
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Fig. S1. Selected HMBC (→) correlations of 1 and 2  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 

Fig S2. Key NOE correlations ( ) of 1 and 2. 
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Figure S3. HR-EIMS spectrum of compound 1  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 

Figure S4. UV spectrum of compound 1 
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Figure S5. IR spectrum of compound 1  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 

Figure S6. 
1
H NMR spectrum of compound 1 in CD3OD 

 

6 



 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 

Figure S7. 
13

C NMR spectrum of compound 1 in CD3OD 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 

Figure S8. HSQC spectrum of compound 1 in CD3OD 
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Figure S9. HMBC spectrum of compound 1 in CD3OD  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 

Figure S10. H-H COSY spectrum of compound 1 in CD3OD 
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Figure S11. ROESY spectrum of compound 1 in CD3OD  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 

Figure S12. HR-EIMS spectrum of compound 2 
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Figure S13. UV spectrum of compound 2  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 

Figure S14. IR spectrum of compound 2  
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Figure S15. 
1
H NMR spectrum of compound 2 in CD3Cl3 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Figure S16. 
13

C NMR spectrum of compound 2 in CD3Cl3 
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Figure S17. HSQC spectrum of compound 2 in CD3Cl3 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 

Figure S18. HMBC spectrum of compound 2 in CD3Cl3 
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Figure S19. H-H COSY spectrum of compound 2 in CD3Cl3 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 

 

 

 

Figure S20. ROESY spectrum of compound 2 in CD3Cl3 
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