Supplementary Materials

10 356.9707

.
197.0532 357.0310

153.0281 402.0048
06] 114.0550 1850475 g
2080666 367.03e4

S0 97, 4150117

bl ImUIILJJHm‘Ihlullnl[LHI‘JI‘ Ll | . . PRV TRTY R l |‘\ I P— -

120 140 160 180 200 220 240 260 340 360 380 400 420 440 460 480

e
9

80 320
Counts vs. Mass-to-Charge (m/z)
#: Precursor ion

(b)

_‘n
P

N i
o cl. "
N\N ol Gl
[ or D - or
Ha/\/y\/\ou n/\/"\/\ch “

Chemical larmula: Cyy L1 CINOR™ Chemical Farnmila: €, H ,CINO.™

i i
Toxeel Mass: 2250660 Toxact Mass: 228.0660 I T ™

Cliemical Formula: € H: CIN.0,
Foxacl Mase: 4130232

D\w¢° D\A,¢D Q\N;C’
e
HH T ‘ o o
o o o @ o /\/\m - o [N e
N N
S Sy o
or o or
I e i a
e ot ‘
" S H.
Chemical Formla CyHCT,0
e His
. Chemical Farmmle: € o 1N 0P
Chemsical Formnla: € HCLN057 Chemical Fonmila: ©,H,CLN, 0, Chensteal Formula: € HC5N,0 Lxact Mass: 356.0119
Fxact Mass: 4020048 Exact Mass 102.0048 Exact Mass: 356.9707
el G
Cl =] %
or
T RN
Chemical Vemmula: €l LCIN Chemical Fermula: U-HCINT™
Lixaet Mass: 15 5
Compound lon mode Theoretical mass (m/z) Measured mass (m/z)  Mass error (ppm)”  Collision energy (V)  Product ion {m/z)
356.9707
Disperse Brown 1 * 433.0232 433.0228 -0.92 35 197.0632
153.0281

*: Mass error (ppm} = (measured m/z —theoretical m/Z) / theoretical m/z x 108

Figure S1. Optimized MS/MS spectrum (a) and proposed fragmentation pattern of Disperse Brown 1 (b) by LC-Q-TOF-MS
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Compound lonmode  Theoretical mass (m/z) Measured mass (m/z)  Mass error (ppm)”  Collision energy (V)  Product ion (m/z)
Disperse Orange 3 + 243.0877 243.0878 0.41 25 17%20032;85

" Mass error (ppm) = {(measured m/z — theoretical m/z) / theoretical m/z x 108

Figure S2. Optimized MS/MS spectrum (a) and proposed fragmentation pattern of Disperse Orange 3 (b) by LC-Q-TOF-MS
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HC Blue No. 2 + 286.1397 286.1400 1.05 20 2100874

“: Mass error {ppm) = (measured m/z — theoretical m/z) / theoretical m/z x 109

Figure S3. Optimized MS/MS spectrum (a) and proposed fragmentation pattern of HC Blue No. 2 (b) by LC-Q-TOF-MS
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Compound lonmode  Theoretical mass (m/z) Measured mass (m/2)  Mass error (ppm)”  Collision energy (V)  Production {m/z)
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Solvent Orange 4 + 227.1291 227.1274 -7.48 25
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“: Mass error (ppm) = (measured m/z — theoretical m/z) / theoretical m/z x 109

Figure S4. Optimized MS/MS spectrum (a) and proposed fragmentation pattern of Solvent Orange 4 (b) by LC-Q-TOF-MS
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Compound lon mode Theoretical mass (m/z) Measured mass (m/z)  Mass error (ppm)*  Collision energy (V)  Product ion (m/z)
77.0386
Solvent Yellow 1 + 198.1026 188.1028 1.01 15 92.0493

“: Mass error (ppm)} = {(measured m/z — theoretical m/z) [ theoretical m/z x 10°

Figure S5. Optimized MS/MS spectrum (a) and proposed fragmentation pattern of Solvent Yellow 1 (b) by LC-Q-TOF-MS
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Compound lon mode  Theoretical mass (m/z) Measured mass (m/z)  Mass error (ppm)”  Collision energy (V)  Product ion (m/z)
106.0656
Solvent Yellow 3 + 226.1339 226.1343 1.77 20 121.0764

“: Mass error (ppm) = {measured m/z — theoretical m/z) / theoretical m/z = 100

Figure S6. Optimized MS/MS spectrum (a) and proposed fragmentation pattern of Solvent Yellow 3 (b) by LC-Q-TOF-MS
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" Mass error (ppm) = (measured m/z — theoretical m/z) / theoretical m/z x 10%

Figure S7. Optimized MS/MS spectrum (a) and proposed fragmentation pattern of Disperse Yellow 3 (b) by LC-Q-TOF-MS
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" Mass error (ppm) = (measured m/z — theoretical m/z) / theoretical m/z x 10°

Figure S8. Optimized MS/MS spectrum (a) and proposed fragmentation pattern of HC Yellow No. 5 (b) by LC-Q-TOF-MS
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“: Mass error (ppm) = (measured m/z — theoretical m/z) / theoretical m/z x 10°

Figure S9. Optimized MS/MS spectrum (a) and proposed fragmentation pattern of Solvent Orange 7 (b) by LC-Q-TOF-MS
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" Mass error {ppm) = (measured m/z — theoretical m/z) / theoretical m/z = 108

Figure $10. Optimized MS/MS spectrum (a) and proposed fragmentation pattern of Solvent Red 24 (b) by LC-Q-TOF-MS



