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S1. Cinachylenic acid B (1) 

 

 

S1-1. 1H NMR (MeOH-d4, 600 MHz) spectrum of 1 
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S1-2. COSY NMR (MeOH-d4, 600 MHz) spectrum of 1 
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S1-3. HMBC NMR (MeOH-d4, 600 MHz) spectrum of 1
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S1-4. HRESIMS spectrum of 1 
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S1-5. EIMS spectrum of 1 
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S1-6. CD spectrum of 1 

0.3 mg in 1.5 mL MeOH 
c = 6.4838E-4 M 
cell length: 1 cm 
accumulation: 5 
sensitivity: high (5 mdeg) 
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S1-7. HPLC chromatogram of 1 

	

Peak #1 100% at 36.40 min
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S1-8. UV spectrum of 1 
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S2. Cinachylenic acid C (2) 
 

 

S2-1. 1H NMR (MeOH-d4, 600 MHz) spectrum of 2 
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S2-2. COSY NMR (MeOH-d4, 600 MHz) spectrum of 2 
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S2-3. HMBC NMR (MeOH-d4, 600 MHz) spectrum of 2
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S2-4. HRESIMS spectrum of 2 
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S2-5. EIMS spectrum of 2 
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S2-6. CD spectrum of 2 
0.3 mg in 2.5 mL MeOH 
c = 3.9159E-4 M 
cell length: 1 cm 



18	
	

0,0 10,0 20,0 30,0 40,0 50,0 60,0
-200

1.000

1.800 AMO160701 #4 C2E3-2-3 UV_VIS_1
mAU

min

1 
- 3

,0
07

2 
- 2

1,
24

7

3 
- 4

0,
67

7
4 

- 4
1,

27
3

5 
- 5

5,
82

3
6 

- 5
7,

64
3

WVL:235 nm

	

S2-7. HPLC chromatogram of 2 

	

	

Peak #3 100% at 40.68 min

-10,0

70,0

200 250 300 350 400 450 500 550 595

%

nm

228.4

No spectra library hits found!

	

S2-8. UV spectrum of 2 
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S3. Cinachylenic acid D (3) 
 

 

S3-1. 1H NMR (MeOH-d4, 600 MHz) spectrum of 3 
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S3-2. COSY NMR (MeOH-d4, 600 MHz) spectrum of 3 
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S3-3. HMBC NMR (MeOH-d4, 600 MHz) spectrum of 3 
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S3-4. HRESIMS spectrum of 3 
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S3-5. EIMS spectrum of 3 
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S3-6. CD spectrum of 3 
0.3 mg in 4 mL MeOH 
c = 2.4475E-4 M 
cell length: 1 cm 
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S3-7. HPLC chromatogram of 3 

	

	

Peak #4 100% at 40.62 min
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S3-8. UV spectrum of 3 
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S4. Cinachylenic acid A (4) 
 

 

 

S4-1. 1H NMR (MeOH-d4, 600 MHz) spectrum of 4 
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S4-2. HRESIMS spectrum of 4 
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S4-3. HPLC chromatogram of 4 

	

	

Peak #3 100% at 40.01 min
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S4-4. UV spectrum of 4 
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S5. Cinachyrazole A (5) 
 

 

S5-1. 1H NMR (MeOH-d4, 600 MHz) spectrum of 5 
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S5-2. HMBC NMR (MeOH-d4, 600 MHz) spectrum of 5 
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S5-3. ROESY NMR (MeOH-d4, 600 MHz) spectrum of 5 
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S5-4. HRESIMS spectrum of 5 
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S5-5. HPLC chromatogram of 5 

	

	

Peak #1 100% at 15.74 min
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S5-6. UV spectrum of 5 

	

	

	

S5-7. Comparison of UV data of 5 with those reported in the literature 

Compound 51 52 
UV (λmax, MeOH) 201; 256 206; 252 

1 Isolated in this study, 2 UV data of 5 reported in the literature: Mortikov, V.Y.; Rodinovskaya, L.A.; Fedorov, A.E.; 
Shestopalov, A.M.; Belyakov, P.A. Synthesis of heterocyclic compounds from 4-formylpyrazoles. Russian Chemical 
Bulletin 2014, 63, 443-456. DOI: 10.1007/s11172-014-0451-8. 
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S5-8. Comparison of 1H NMR (600 MHz) data of 5 with those reported in the literature 

Position 
51 

(MeOH-d4, δ in ppm) 
52 

(DMSO-d6, δ in ppm) 

1H (J in Hz) 1H (J in Hz) 
6 9.85, s 9.81, s 
7 3.74, s 3.68, s 
8 2.38, s 2.29, s 
9 2.51, s 2.45, s 

1 Isolated in this study, 2 1H NMR data of 5 reported in the literature: Mortikov, V.Y.; Rodinovskaya, L.A.; Fedorov, 
A.E.; Shestopalov, A.M.; Belyakov, P.A. Synthesis of heterocyclic compounds from 4-formylpyrazoles. Russian 
Chemical Bulletin 2014, 63, 443-456. DOI: 10.1007/s11172-014-0451-8. 
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S6. Cinachyrazole B (6) 

 
 

 

S6-1. 1H NMR (MeOH-d4, 600 MHz) spectrum of 6 
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S6-2. HMBC NMR (MeOH-d4, 600 MHz) spectrum of 6 
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S6-3. HRESIMS spectrum of 6 
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S6-4. HPLC chromatogram of 6 

	

	

Peak #2 100% at 14.82 min
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S6-5. UV spectrum of 6 
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S6-6. Comparison of the 13C NMR (150 MHz) data of 6 with those reported in the literature 

Position 
61 64 

13C, type2 
(MeOH-d4, δ in ppm) 

13C, type 
(DMSO-d6, δ in ppm) 

3 151.2, C 148.7, C 
4 110.5, C 109.1, C 
5 145.7, C 143.5, C 
6 – 3 – 5 
7 35.8, CH3 35.6, CH3 
8 – 3 – 5 

9 11.5, CH3 – 5 
1 Isolated in this study, 2 Data extracted from HMBC spectra, 3 Not observed, 4 13C NMR data of 6 reported in the 
literature: Begtrup, M., Boyer, G., Cabildo, P., Cativiela, C., Claramunt, R.M., Elguero, J., García, J.I., Toiron, C., 
Vedsø, P. 13C NMR of pyrazoles. Magnetic resonance in chemistry 1993, 31:107-68. DOI: 10.1002/mrc.1260310202, 5 Not 
reported. 
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S7. Cinachyrazole C (7) 
 

 

 

S7-1. 1H NMR (MeOH-d4, 600 MHz) spectrum of 7 



41	
	

 

S7-2. COSY NMR (MeOH-d4, 600 MHz) spectrum of 7 
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S7-3. HMBC NMR (MeOH-d4, 600 MHz) spectrum of 7 
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S7-4. ROESY NMR (MeOH-d4, 600 MHz) spectrum of 7 
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S7-5. HRESIMS spectrum of 7 



45	
	

0,0 10,0 20,0 30,0 40,0 50,0 60,0
-200

1.000

2.500 AMO161206B #4 C2E5-3 UV_VIS_1
mAU

min

1 
- 1

,2
23

2 
- 1

3,
25

0

3 
- 1

9,
98

7

WVL:235 nm

	

S7-6. HPLC chromatogram of 7 

	

	

Peak #3 100% at 19.99 min

-10,0

70,0

200 250 300 350 400 450 500 550 595

%

nm

265.6268.9288.2

No spectra library hits found!

	

S7-7. UV spectrum of 7 


