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Figure S3. PCA-biplot of all variables applied for ethylbenzene
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Eigenvectors
Variable PC1 PC2 PC3 PC4 PC5 PC6 PC7  PC8 PC9
02
xtraction Speed Extraction Volume Agitator Temperature 0.393 -0.015 -0.208 0.299 -0.177  0.172 -0.577 -0.276  0.492
LA
00 Aqgitator Temperature Extraction Speed 0385 0125 -0.263 -0.232 -0795 0182  -0.131 0165 -0.069
-01 Sample Volumeg .
Extraction Volume 0388 0.113 -0.131 -0491 -0.030 -0.159  -0.228 -0.455 -0.542
_g:2 |Syringe Temp
Stroke
. trokes Incubation Time 0108 -0.615 -0.373 0.065 -0.163 -0219 0411 -0460 0.112
04 Desorption Temp 0.282 -0450 -0.225 -0.457 0187 0519 0028 0384  0.079
Desorption Temp
-0.5
e Sample Volume 0393 -0.070 -0.061 -0.102 -0224 -0.705  0.005 0499  0.172
o8 Incubation Time
o Strokes 0347 -0214 0717 0031 -0459 0206 0227 -0113 -0.033
-04 -03 -02 -01 00 01 02 03 04
First Component Syringe Temp -0376 -0.161 0.380 -0.552 0.116 -0.210  -0.304 -0.188  0.445
Trap 20199 -0560 0.135 0296 0019 -0.103 -0.533 0182 -0.460
Figure S1. PCA-biplot of all variables applied for benzene
Eigenvectors
Variable PC1 PC2 PC3 PC4 PC5 PC6 PC7  PC8 PC9
Extraction Speed Agitator Temperature .
0z Agitator Temperature 0.378 0.225 -0.027 0496 -0238 0055 0592 -0.093 -0.376
Incubation Timg
o1
Extraction Speed <0343 0199 -0459 0.042 0495 0323 0085 0378 -0.362
0.0
Extraction Volume
Ot §yringe Temp Extraction Volume 0396 -0.009 0.063 0054 -0.324 0615 -0441 0396 -0.038
0z Desorption Temp
B Incubation Time 0307 0181 -0.631 -0.124 -0212 -0514 -0337 0047 -0.185
Trap
o4 Desorption Temp 0370 -0.137 0329 0380 0590 -0334 -0259 0225 -0.116
05 Sample Volume
06 Sample Volume 0298 -0474 -0206 -0267 0039 -0.073 0492 0484 0298
o~ Strokes Strokes 0079 -0710 -0279 0076 0094 0223  -0114 -0.488 -0.310
-04 -03 -02 =01 00 01 02 03 04
First Component Syringe Temp -0370 -0.211 -0.246 0.707 -0.243  -0.108  -0.109 0.190 0373
Trap <0347 -0291 0312 -0.108 -0361 -0.266  -0.005 0360 -0.596
Figure S2. PCA-biplot of all variables applied for toluene
Eigenvectors
Variable PC1 PC2 PC3 PC4 PC5 PC6 PC7  PC8 PC9
04
Incubation Time Agitator Temperature 0.375 0.097 -0.104 -0.188 -0.210 0.707 -0.425  0.143 -0.243
02
Extraction Speed Extraction Speed 0375 0.097 -0.104 -0.188 -0210 -0.707 -0425 0.143 -0.243
ool . Agitator Temperaturd
Syringe Tem, Extraction Volume ~ 0368 -0.162 0.150 -0395 0225  0.000  0.622 0303 -0.360
Trap’ -
0z traction Volyme X .
Incubation Time 0353 0268 -0.087 0089 0711 0000 -0120 -0.510 -0.085
Desorption Temp
04 Desorption Temp 0351 -0.253 0325 -0366 -0.301 0.000 0044 -0.516 0464
Sample Volume
05 Sample Volume 0281 -0.506 0022 0227 0366 0000 -0255 0461 0449
08 Strokes Strokes -0.068 -0.735 -0.304 0.149 -0.064 0000  -0.048 -0358 -0.454
-04 -03 -02 -01 00 01 0z 03 04
First Component Syringe Temp -0.366 -0.077 -0.454 -0.722 0.265  0.000  -0.146 0.029  0.202
Trap <0344 -0.132 0737 -0.191 0237 0000 -0.382 0002 -0.286
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Figure S5. PCA-biplot of all variables applied for o-xylene
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Eigenvectors
Variable PC1 PC2 PC3 PC4 PC5 PC6 PC7 PC8  PCY
Incubation Time
o Agitator Temperature 0347 0329 -0201 -0.019 -0.623 0104  -0508 -0.033  0.268
Agitator Temperaturi Extraction Speed 20351 0191 -0464 -0.195 -0.090 0405 0352 -0.532  0.092
0257 Extraction Speed
Extraction Volume  0.400 -0.016 -0.056 0142 -0.197 -0454  0.640 -0.094 0390
Extraction Volumg
000 wn Temnp
Incubation Time 20.022 0591 0627 0173 0244 0130 0004 -0276 0274
Sample Volume
L et Desorption Temp 0390 -0.081 0228 0267 -0285 0541 0313 -0.003 -0.496
-050 Sample Volume 0393 -0.129 -0.028 -0451 0356 0468 0076 0304 0425
Strokes
o7 Strokes 0206 -0596 0150 0.066 0093 0017  -0294 -0.677 0.148
-04 -03 -02 -01 00 a1 02 03 04
First Component Syringe Temp 0368 -0276 -0021 0612 -0127 0301 0009 0277  0.480
Trap -0.334 -0227 0522 -0508 -0522 -0.008 0133 0059 0115
Figure S4. PCA-biplot of all variables applied for p,m-xylene
Eigenvectors
Variable PC1 PC2 PC3 PC4 PC5 PC6 PC7  PC8  PCY
. Agitator Temperature
Agitator Temperature 0.347 0.329 -0.201 -0.019 -0.623 0.104 -0.508 -0.033  0.268
06
os Strokes Extraction Speed 0351 0191 -0464 -0.195 -0.090 0405 0352 -0.532  0.092
Sample Volume
o Extraction Volume 0400 -0.016 -0.056 0142 -0.197 -0454  0.640 -0.094 0390
03
. Incubation Time 0.022 0591 0627 0173 0244 0130 0004 -0276 0274
Syringe Temp
o1 Desorption Temp|
Desorption Temp 0390 -0.081 0228 0267 -0285 0541 0313 -0.003 -0.496
Extraction Volume
007 Trap
o Sample Volume 0393 -0129 -0028 -0451 0356 0468 0076 0304 0425
03 fxtraction Specd Incubation Time Strokes 0206 -0596 0150 0.066 0093 0017 -0294 -0.677 0.148
0.4 -0.3 -02 -01 0.0 ['A] 0z 03 0.4
First Component Syringe Temp 0368 -0276 -0021 0612 -0127 0301 0009 0277  0.480
Trap -0.334 -0227 0522 -0508 -0522 -0.008 0133 0059 0115
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r 95% _ Lower 95.0% Uj

95.0%

Concetratio Mean Peak Area Deviation RSD Drift (%)
n
50.00 4810931.67 24377.33 0.51
100.00 12840368.33 96013.29 0.75
250.00 38409984.00 732224.25 1.91
500.00 76196283.56 1231577.40 1.62
1000.00 157444776.00 732224.25 0.47
2000.00 314889551.33 15716298.1 4.99
8
SUMMARY OUTPUT
Rﬂmxan Statistics
Multiple R 0.99997214
R Square 0.999944281
Adjusted R Square 0.999930351
Standard Error 990926.0199
Observations 6
ANOVA
df SS MS F F
Regression 1 7.04877E+16 7.04877E+16 71784.51861 1.16426E-09
Residual 4 392774E+12 9.81934E+11
Total S___7.04916E+16
Coefficients _ Standard Error t Stat P-value Lower 95% U
Intercept -2550755.401 558886.104 -4.563998609 0.010307545 -4102471.989
X Vanable 1 158947.8021 593.2518903 267.9263306 1.16426E-09 157300.6708
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Concetration Mean Peak Area
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Figure S6. Calibration curve for benzene and statistical analysis data
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Concetratio Mean Peak Area Deviation RSD Drift (%) Concetration Mean Peak Area
n
7
50.00 15565600 595518.31 3.83 30 1t
100.00 31809281 1272677.55 4.00 S50 15644895
250.00 85190436 1948203.39 2.29 50 16252071
500.00 170500886 2759490.90 1.62 100 30678897
1000.00 332501144 14861377.76 4.47 100 31161527
2000.00 665002288 12651288.24 1.90 100 33587418
i 250 83096155
Regression Statistics 250 84687 179
Multiple R 0.99997908 250 87787975
R Square 0.999958161
Adjusted R Square  0.999947701 500 170027701
Standard Error 1914293.131
Observations 6 500 1740922 15
ANOVA 500 167382742
a ss s FE 1000 334129986
Regression 1 3.50328E+17 3.50328E+17 95599.94806 6.56456E-10
Residual 4 LAGSSIE+15 3 66482E-12 1000 313540071
Total 5 _3.50342E+17 1000 349833375
Coefficients SIZ’:;@ t Stat P-value __Lower 95% _Upper 95% ;:‘ ;: Upper 95.0% 2000 679383847
. 2 . 2000 648594095
Intercept -3567342.36 1079668.723 3.304108274 0.029818434 -6564983.3 569701.4198 -6564983.3 569701.4198
X Variable | 354352.2279  1146.05732 309.1924127 6.56456E-10 351170.2626 357534.1931351170.2626 357534.1931 2000 667028922
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Figure S7. Calibration curve for toluene and statistical analysis data
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Concetration Mean Peak Area Deviation RSD Drift (%) Concetration Mean Peak Area
50 2158304 90160.64 4.18
100 5250703 212789.47 4.05 50 2035396
250 17912995 378888.62 2.12 50 2190372
500 38534618 1346922.95 3.50 50 2249145
1000 73332184 1929056.26 2.63 100 5452149
2000 146664370 7656757.23 5.22 100 5343587
SUMMARY OUTPUT 100 4956373
= — 250 18407676
egression Statistics
Multiple R 0.999732976 250 17487321
R Square 0.999466022 250 17843987
Adjusted R Square  0.999332528
Standard Error 1429021.87 500 37190468
Observations 6 500 38037827
500 40375559
ANOVA
o SS MS F Significance F 1000 71159562
Regression 1 1.52891E+16 1.52891E+16 7486.950455 1.06944€-07 1000 72989624
Residual 4 8.16841E+12 2.0421E+12
Total 5 1.52973E+16 1000 75847366
2000 154512974
Coefficients Standard Error t Stat P-value Lower 95% Upper 95% Lower 95.0% Upper 95.0% 2000 149200598
Intercept -808588.3087 805973.8564 -1.003243843 0.372510561 -3046330.477 1429153.86 -3046330.477 1429153.86
X Variable 1 94026.84724 855.5330155 86.52716599 1.06944E-07 71651.50679 76402.1877 71651.50679 76402.1877 2000 136279537
28408 1.80E+08
1.E+08 Rt 1.60E+08
1.40E+08
Lk 7.40x10* x - 8.09x10° T—
= T 1.
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Figure S8. Calibration curve for ethylbenzene and statistical analysis data
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Concetratio Mean Peak Area Deviation RSD Drift (%) Concetration Mean Peak Area
n
50.00 6607506 59072.46 0.89 50 6525489
100.00 15200997 613130.60 4.03
50 6662271
250.00 48651474 627477.18 1.29 50 6634758
500.00 93610726 961768.94 1.03 100 14438349
1000.00 194076490 10575365.72 5.45 100 15939630
2000.00 388152979 12435680.05 3.20 100 15025012
SUMMARY OUTPUT 250 49472136
Regression Statistics 250 48533506
l:::ui:lr: R g.::z;mz 250 47948779
Adjusted R Square 0999852251 500 94723196
S!andam‘Error 1777371.054 500 9373221 3
Observations 6 500 92376769
ANOVA
of 5 Ms F Significance F 1000 196190249
Regression 1 106893E+17 1.06893E+17 3383713278 5.23936E-09 1000 180197498
Residual 4 1263626413 3.15905E+12
Toa 5 1osvsrt? ;ggg igggﬂ ggg
C ients Standard Ei t Stat P-val L 95% Uy 95% Lt 95.0% U 95.0%
Intercept 7845644525 9104441418 E38T063ZT 0.04697508 -5628875.653 6241539723 5628675 655 6041339723 2000 393171349
X Variable 1 195736.933 1064.084216 183.9487232 5.23936E-09 192782.5616 198691.3044 192782.5616 198691.3044 2000 371046494
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Figure S9. Calibration curve for p,m-xylene and statistical analysis data
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Concetration Mean Peak Area Deviation RSD Drift (%) Concetration Mean Peak Area
50.00 2599672 152828.33 5.88
100.00 5855122 158032.73 2.70 50 2739731
250.00 21130254 997868.53 4.72 50 2387086
500.00 46969282 1796569.44 3.82 50 2672199
1000.00 92030164 793048.53 0.86 100 5799161
2000.00 184060328 7394828.94 4.02 100 6070487
SUMMARY OUTPUT 100 5695719
Regression Statistics 230 S
Multiple R 0.999828965 250 1 98261 39
R Squan 0.999657959
Ad::s:e: R Square 0.999572449 250 21315326
Standard Error 1441936301 500 45318995
Spervation: s 500 49467419
ANOVA e 500 46121432
o ss Ms 3 F 1000 91099775
R i 1 2.43067E+16  2.43067E+16 11690.51 4.39€-08
R:Z’:::lon 4 8316726412  2.07918E+12 1 000 91 952983
Total 5 243156416 1000 93037734
Upper 2000 187034489
C icie indard Error P-val 95% 95% 95.0% X
Intercept -1895881.096 Smsx:zrsr.'s:sa -z.z'ss;::szse G080%45 m:irssm al;’;g.uzs L:v:se;saa.sos e 2000 191256047
X Variable 1 93338.48938  863.264683  108.122678 4.39E-08 9094168 9573529638 90941.68238 957353 2000 173890447
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Figure S10. Calibration curve for o-xylene and statistical analysis data
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