NO?2 VOCs Cut off Sensitivity Specificity Accuracy AUC  p-value 95% http://www.hmdb.ca*
1 Trimethylamine < 7.998e+006 0.8182 0.9000 0.8571 0.8636  0.0049 0.6916 to 1.036 HMDB0000906
2 Methanethiol < 61264 0.8182 0.7000 0.7619 0.8727 0.0039 0.7249 to 1.021 HMDB0003227
3 2-Butanone > 597119 1.0000 0.6000 0.8095 0.8182 0.0137 0.6279 to 1.008 HMDB0000474
4 2-Pentanone > 1.792e+006 0.9091 0.8000 0.8571 0.8727 0.0039 0.7046 to 1.041 HMDB0034235
5 Disulfide, dimethyl < 50680 0.8182 0.9000 0.8571 0.9091 0.0015 0.7858 to 1.032 HMDB0005879
8 Methane, nitro- <692185 0.9091 0.6000 0.7619 0.8364 0.0092 0.6535to 1.019 n.d.

9 2-Heptanone < 197443 0.8182 0.9000 0.8571 0.8818  0.0031 0.7319 to 1.032 HMDBO0003671
11 RI1227 < 232964 0.9091 0.9000 0.9048 0.9091 0.0015 0.7532 to 1.065 n.d.
15 2-Acetyl-1-pyrroline < 6.068e+006 0.9091 0.8000 0.8571 0.8545 0.006 0.6865 to 1.023 HMDB0031308
16 Dimethyl trisulfide < 10507 0.8182 0.6000 0.7143 0.8091 0.0167 0.6231 to 0.9951 HMDB0013780
18 3 4-dehydro-exo-brevicomin >7.457e+006 0.8182 0.7000 0.7619 0.7727 0.0346 0.5608 to 0.9847 n.d.
19  RI1449 < 325047 0.8182 0.8000 0.8095 0.8364 0.0092 0.6595 to 1.013 n.d.
21 Acetophenone < 165962 0.9091 0.8000 0.8571 0.8455 0.0075 0.6607 to 1.030 HMDB0033910
22 2,3,5-Trithiahexane <7757 0.9091 1.0000 0.9524 0.9182 0.0012 0.7635to 1.073 HMDB0031875
23 2-acetylpyrrole <62510 0.9091 0.8000 0.8571 0.8727 0.0039 0.7153 to 1.030 HMDB0035882

Fz2 ThAhhvsaryhba—L<sURABTEDH S VOCs IZBT 2ZEEDIERMEMB (Receiver Operating Characteristic

curve :

ROC Hi%R)

15 @ VOC @ ROC MR Z/ERL L, Iy "ATEEZRE LT, TADARIEIZEBIT S 15 MDA F~—h— G ORe S 2 2+ 5 7~
DIZ, By bAT « RA 2 O ROC #ifR FHifE (AUC) ODOJREE, R, EMENMOEBEZHAELEE2) . HEHICERETHo 2%



(A DGR BT 1= & =5, UALT 4 K+ DA F AT O ROC BB AUC 1%, 0.9001 DERES (R (Sensitivity) =
0.8182, 45FLEF (Specificity) = 0.9000) Z k-, EAF72IEMEE (0.8571 (95% CI 1%, 0.7858 ~ 1.032) ) Z<L7=, 2,3, 5-
Trithiahexane (22T AUC i%, 0.9182 (95% CI I%, 0.7635 ~1.073) TH Y, 0.9524 OIEFEE (R = 0.9091, FrRE =
1.0000) ToH -7z, 15D VOC H 112, & hOR, 8, MK, WEEHOFEPHBENTND (KR2OHL0HT L)
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