Supplementary Table S1

Principal Component Loadings for the first 10 Principal Components. Principal Components (PC)

ID PC1 PC2 PC3 PC4 PC5 PC6 PC7 PC8 PC9 PC10
Butane, 2-methyl- -0.07926 | 0.009723 | 0.113709 @ 0.03363 -0.14753 | 0.066121 @ -0.06074  0.306388  -0.22803  0.408603
Sevoflurane -0.03944 | 0.096948 | 0.047568 | 0.017491 | 0.177325 | -0.10126 | -0.06109 0.089542 | -0.12718 | -0.11868

Trichloromonofluoromet | -0.07826 0.135891 | -0.07545 -0.03723 0.119888 @ -0.18485 -0.16184 0.070488  -0.01489 0.422441
hane

Pentane -0.06622 | 0.056339 | 0.132765 | -0.05799 | -0.03544 | -0.04205 | -0.16697 | 0.215808 | -0.09865 0.235983
Dimethyl selenide 0.08843 0.063819 | 0.259308 | -0.13825  -0.11966 @ -0.06366  -0.06445 | -0.10034  -0.24362  -0.11449
Methacrolein -0.03398 | 0.029706 | 0.096891 | -0.24538 | -0.06273 | -0.14844 | -0.02906 | -0.08444 | -0.13214 | -0.0685

Furan, 2-methyl- -0.02433 | 0.020357 | 0.116907 @ -0.28238 | -0.09206 | -0.20648 | -0.03101  -0.05565  -0.03128  -0.03945
2-Butanone -0.03511 | 0.025004 | 0.059132 | -0.05413 | 0.002399 | -0.04601 | -0.05478 | 0.000954 | -0.00938 | 0.022043

1,3,5-Trifluorobenzene -0.07933 0.102564 | -0.15035 -0.15579 | 0.009297 | -0.08676 @ -0.11944  0.040786  0.081934  -0.0169
Trichloromethane -0.08699 0.079835 | 0.078352 | -0.07649 | 0.032394 | -0.10613 -0.3272 0.252132 | 0.189509 | 0.059116

Benzene, 1,2-difluoro-4- | -0.04536 | 0.053572  -0.09979  -0.14686 @ -0.00319  -0.06453 | -0.10951  0.028604 @ 0.041106 @ -0.06042
(trifluoromethyl)-

Carbon Tetrachloride -0.09295 0.291258 | -0.08948 | -0.00077 | 0.116463 | -0.15301 -0.12837 -0.07687 -0.30203 0.055317

1,2,3-Trifluoro-4- -0.03363 | 0.088939 | -0.07943  -0.09861  0.002558 -0.08424 | -0.08506  0.057149  0.031959 @ 0.002142
trifluoromethylbenzene

2-Pentanone -0.04476 | -0.02673 0.027708 | 0.030114 | -0.01532 0.08415 0.014815 | 0.193095 | -0.03176 | -0.10189
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