Supplementary Materials
Table S1. The primary physico-chemical properties of 3, 4-DCA and 3, 5-DCA.

Melting Boiling Solubility

Compound Molecular Molecular

Molecule point point in water
name formula weight

(°C) (°C) (g/L)
cl

3,4-DCA CeHsCLN 162.02 69-71 272 0.6

HoN cl

cl NH,
3,5-DCA CsHsCoN 162.02 46-52 260 0.6

cl

Table S2. The MS/MS parameters of two DCAs.

Cone Precursor Quantitative Collision Qualitative Collision
Compound : .
voltage (V) Ion/(m/z)  ion/(m/z) energy /eV  ion /(m/z) energy /eV
3,4-DCA 115 163.03 128.0 20 75.1 60
3,5-DCA 115 163.03 128.0 20 75.1 60
Weigh 10g of sample ina 50ml ‘Weigh 20 g of sample, microwave digestion
centrifuge tube for 45 s, add liquid nitrogen and grind.
[ Added 10mLAC, 4gMgSO., 1gNaCl, ] [ Weigh 10 g of the ground sample and add 20 ]
and CeHsNa:0-, 0.5g C¢Hi NaOg mL of ACN
After shaking for 1 min, centrifuge for After shaking for 5Smin, add 4g MgSOs and
5 min 1g NaCI
Aspirate 6 mL of supernatant into a 15 mL centrifuge After shaking again for 5 min,
tube containing 900 mg MgSO. and 150 mg PSA. centrifuge for 5 min

I

[ Vortex mixing for 1 min, centrifugation ] [ Transfer 1 mL of extract supernatant and 250 puL ]

for 5 min of MB into 2 mL dispersion SPE centrifuge tube

Y

Pipette 2 mL of supernatant into a 10 After vortexing for 30 s, the centrifuged at 12000
mL test tube rpm/min for min
Nitrogen blow drying in a water bath at HPLC-MS/MS analysis over 0.22um filter
40°C membrane

[ Add ImL of ethy] acetate to re-dissolve ]

GC-MS analysis over 0.22 um filter
membrane

Figure S1. QuEChERS method in GB 23200.113 (A) and the optimized QuEChERS method in this study
(B)
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