
A B

06-Mar-201718:55:23

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

%

0

100

A
U

0.0

2.5e-2

5.0e-2

7.5e-2

1.0e-1

1.25e-1

1.5e-1

20170306_06 2013 (3.353) Cm (1947:2045) 3: Diode Array 
1.634e-1216.7

325.7

20170306_06 214 (3.396) Cm (204:219) 1: Scan ES+ 
6.43e6130.6

355.2

183.0

266.7

223.2 267.6
402.6 559.4

403.6
558.5 560.1 736.6642.1

763.4
941.4799.1

914.3 968.2

20170306_06 215 (3.419) Cm (196:225) 2: Scan ES- 
7.73e5353.3

113.0

163.1

191.0

236.1 351.2

354.3

707.5

389.3 453.2 557.4499.0
601.9 706.6

708.5

709.4 761.5 938.3
911.8

807.5 991.7

06-Mar-201719:37:29

m/z
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

%

0

100

%

0

100

A
U

0.0

2.0e-1

4.0e-1

6.0e-1

20170306_08 1977 (3.293) 3: Diode Array 
7.488e-1324.7

216.7
199.7

20170306_08 213 (3.380) Cm (212:213) 1: Scan ES+ 
5.07e7355.2

163.1
130.5 319.2266.6193.1 223.2

356.2

357.3
559.5

402.8
537.4

487.0
428.5 736.6715.3

571.3
607.4 914.1747.3 836.7774.6 905.3 962.6

986.8

20170306_08 211 (3.356) Cm (210:212) 2: Scan ES- 
3.46e6707.6

353.3

259.1112.9
181.2

137.0 191.1 243.2
262.1

323.3

354.3
615.4

355.1

451.3
389.3

535.5491.4 599.3
549.3

616.4

617.3 677.6

708.5

709.4

710.3

939.0805.4775.6
913.7

869.8
819.3

967.5
989.3

Supplemental figure 2. UPLC–MS profiles of the compound 1 (A) and authentic 3-CQA (B). UV-vis spectra (upper), positive ion 

MS spectra (middle), negative ion MS spectra (bottom).


