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Table S1 The LC-MS/MS transitions of nine constituents in GR and OR.

ESI mode Compounds MS (m/z) MS/MS (m/z) DP (V) CE (eV)
xanthotoxin 217.1 174.1 55 38
bergapten 217.1 202.0 58 29

Positive for GR isoimpinellin 247.1 217.1 61 33
imperatorin 271.1 203.1 25 15
psoralen 187.1 131.1 62 34
ophiopogonin D 913.4 853.5 -50 -52

. methylophiopogonanone A 341.1 178.1 -69 -41

Negative for OR .
methylophiopogonanone B 327.1 178.1 -61 -41
methylophiopogonone A 339.1 131.1 -74 -46




Table S2 The intra- and inter-batch accuracies and precisions of the analytes in rat

plasma (n=6)

Compounds Intra-batch (n=6) Inter-batch (n=6)

Spiked conc. Measured conc. Accuracy Precision Measured conc. Accuracy Precision
(ng/ mL) (ng/ mL) (%) (%) (ng/ mL) (%) (%)
xanthotoxin

0.04 0.0422 5.5 10.1 0.0416 4.0 12.3
0.10 0.105 5.0 4.9 0.103 3.0 7.1
1.00 0.980 -2.0 5.5 1.01 1.0 6.1
16.0 16.3 1.9 1.6 16.1 0.6 47
bergapten

0.04 0.0425 6.2 13.7 0.0419 4.8 11.8
0.10 0.0980 -2.0 1.2 0.101 1.0 1.6
1.00 1.06 6.0 3.1 1.04 4.0 4.7
16.0 16.1 0.6 2.1 15.9 -0.6 3.4
isopimpinellin

0.04 0.0373 -6.8 12.5 0.0404 1.0 10.4
0.10 0.104 4.0 1.3 0.101 1.0 4.6
1.00 1.04 4.0 4.0 1.02 2.0 7.2
16.0 16.77 48 1.8 15.92 0.5 33
imperatorin

0.06 0.0674 12.3 15.0 0.0625 4.2 8.9
0.15 0.163 8.7 4.0 0.154 2.7 8.9
1.50 1.47 -2.0 1.7 1.51 0.7 2.6
24.0 24.1 0.4 2.4 235 2.1 3.7
psoralen

0.06 0.0651 8.5 14.4 0.0620 3.3 8.9
0.15 0.145 -3.3 5.1 0.148 -1.3 3.8
1.50 1.56 4.0 2.7 1.47 -2.0 5.9
24.0 24.82 3.4 2.0 23.85 -0.6 6.8
ophiopogonin D

0.8 0.742 -7.2 16.4 0.808 4.8 9.8
1.60 1.57 -1.9 3.1 1.62 1.3 5.0
20.0 21.2 6.0 0.2 20.7 3.5 0.2
160 154 3.8 3.7 161 0.6 5.2
methylophiopogonanone A

0.30 0.294 -2.0 15.2 0.321 7.0 10.1
0.60 0.631 5.0 2.1 0.590 -1.7 4.7
7.50 7.27 -3.1 2.2 7.34 2.1 7.4
60.0 62.1 35 7.2 60.3 0.5 10.1
methylophiopogonanone B

0.30 0.299 -0.4 12.3 0.316 5.4 10.2
0.60 0.580 -33 32 0.629 5.0 4.8
7:50 7.43 0.9 45 7.48 03 67

a0.0




64.2 7.0 4.5 61.7 2.8 7.9
methylophiopogonone A
0.30 0.348 16.1 12.7 0.317 5.7 9.1
0.60 0.62 33 2.7 0.57 -5.0 5.7
7.50 7.14 -4.8 59 7.40 -1.3 9.1
60.0 61.7 2.8 2.6 61.0 1.7 33




Table S3 The mean extraction recoveries and matrix effect of the analytes in rat

plasma (n = 6)

Spiked conc. Extraction recovery RSD  Matrix effect RSD
Components

(ng/mL) (%) (%) (%) (%)

0.10 99.7 7.1 107.3 6.2

xanthotoxin 1.00 97.9 5.0 112.5 33
16.0 97.2 2.2 103.6 7.6

0.10 89.7 10.9 104.2 7.8

bergapten 1.00 105.3 42 91.0 7.8

16.0 100.1 2.0 90.3 5.9

0.10 105.5 8.7 93.6 8.2

isopimpinellin 1.00 103.5 3.4 100.7 5.8
16.0 99.1 1.1 96.0 4.4

0.15 101.8 5.5 101.9 7.2

imperatorin 150 84.7 5.5 96.9 5.4
24.0 97.6 3.8 94.8 3.1

0.15 97.9 6.6 90.8 2.7

psoralen 1.50 97.8 3.8 93.2 9.5

24.0 100.6 0.8 92.1 5.6

pimpinellin, IS 14.0 96.3 3.3 88.1 8.2
1.60 100.5 6.8 104.3 2.9

ophiopogonin D 20.0 96.3 4.5 107.9 93
160 91.9 6.9 97.3 3.4

0.60 86.5 7.9 98.0 4.0

methylophiopogonanone A 7.50 97.1 4.9 107.5 2.2
60.0 94.0 1.4 104.1 7.6

0.60 87.1 7.7 93.5 8.3

methylophiopogonanone B 7.50 88.6 5.5 104.5 6.0
60.0 85.0 3.0 97.6 4.3

0.60 83.2 7.0 97.3 9.4

methylophiopogonone A 7.50 87.4 5.8 109.0 5.2
60.0 87.1 2.7 105.4 2.5

pectolinarigenin, IS 10.0 91.6 6.3 91.8 2.4




Table S4 Stability of the analytes in rat plasma (n = 6)

Compound At room temperature After three freeze-thaw At —80 °C for 30 days in In autosampler for 6 h At—40 °C for 12 h in
for 6 h in plasma cycles in plasma plasma processed plasma
Spiked conc. Measured Accuracy  Measured Accuracy  Measured Accuracy Measured Accuracy Measured Accuracy
(ng/mL) conc. (ng/mL) (%)  conc. (ng/mL) (%)  conc. (ng/mL) (%) conc. (ng/mL) (%) conc. (ng/mL) (%)
xanthotoxin
0.10 0.098+0.009  98.0 0.097£0.008 97.4 0.105£0.005 94.6 0.103£0.001 103.1 0.093%0.002 93.0
1.00 1.095£0.007  109.5 1.073£0.046 107.3 1.051+0.044 105.1 1.009+0.016 100.9 0.961%0.039 96.1
16.0 14.67+0.331 91.7 14.640+0.276 91.5 14.784+0.308 92.4 17.420£0.256 108.9 14.470+0.369 90.4
bergapten
0.10 0.107£0.002  106.6 0.097+0.003 96.8 0.096+0.004 95.6 0.107+0.004 107.4 0.097£0.005 96.6
1.00 0.880+0.034  88.0 0.965%0.030 96.5 1.051£0.053 105.1 1.020£0.093 102.0 0.942+0.047 94.2
16.0 14.533+0.359  90.8 13.907+0.136 86.9 14.784+0.467 92.4 16.540+£0.962 103.4 16.153+0.412 101.0
isopimpinellin
0.10 0.096+0.002  95.5 0.108+0.003 108.3 0.091£0.003 90.7 0.104+0.004 104.0 0.095+0.008 95.0
1.00 0.831£0.029  83.1 0.928+0.045 92.8 0.981£0.055 98.1 1.077+0.087 107.7 0.871%0.052 87.1
16.0 14.160+0.140  88.5 14.087%0.653 88.0 15.344+0.551 95.9 17.353£1.136 108.5 14.057+0.276 87.9
imperatorin
0.15 0.142+0.002  94.7 0.160£0.009 106.7 0.158+0.007 105.6 0.159+0.006 106.1 0.132+0.011 88.0
1.50 1.623£0.085  108.2 1.578+0.057 105.2 1.458+0.076 97.2 1.495+0.024 99.7 1.544+0.139 102.9
24.0 22.060+0.642  91.9 24.320+0.713 101.3  25.104+0.858 1.046 21.813%1.450 90.9 23.140+0.627 96.4
psoralen
0.15 0.148+0.009  98.7 0.163£0.008 108.7 0.154+0.011 102.4 0.151£0.015 100.7 0.146+0.012 97.2
1.50 1.513£0.031  100.9 1.386+0.034 92.4 1.385+0.058 92.3 1.491£0.083 99.4 1.450+0.084 96.7
24.0 23.840+0.929  99.3 25.180+1.471 104.9  22.296+0.898 92.9 24.900+0.849 103.8 24.003+0.345 100.0
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