LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULM113018WMA .M
Title : VOC Analysis

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.395 59 69 81 rBV3 474261 604119 22.05% 1.578%
1.640 139 145 156 rBV 349030 389465 14.22% 1.017%
173 rVB 139322 149858 5.47% 0.391%
1.836 197 206 212 rBV2 76641 104214 3.80% 0.272%
1.881 212 220 239 rVB 304816 458752 16.75% 1.198%
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6 1.997 248 256 266 rVB 44791 63103 2.30% 0.165%
7 2.141 293 301 313 rvB2 56555 89523 3.27% 0.234%
8 2.238 320 331 346 rBV 581105 906015 33.07% 2.366%
9 2.604 433 445 453 rBV5 24258 56726 2.07% 0.148%
0

2.710 468 478 488 rVv2 128922 260039 9.49% 0.679%

11 2.762 488 494 511 rVB3 42716 87357 3.19% 0.228%
12 2.964 539 557 574 rvVv 71898 157792 5.76% 0.412%
13 3.177 606 623 637 rBv2 108509 237085 8.65% 0.619%
14 3.276 637 654 676 rVvB2 293247 625055 22.82% 1.632%
15 3.534 725 734 751 rVB2 31271 72064 2.63% 0.188%

16 3.714 777 790 805 rBV5 19235 58219 2.13% 0.152%
17 4.070 882 901 919 rBvV2 126418 340861 12.44% 0.890%
18 4.189 923 938 993 rVB 196937 706488 25.79% 1.845%
19 4.643 1061 1079 1104 rBV 414921 1053133 38.44% 2.750%
20 4.762 1104 1116 1134 rVB2 62723 145352 5.31% 0.380%

21 4.977 1166 1183 1196 rBvV4 138726 347038 12.67% 0.906%
22 5.058 1197 1208 1235 rVB9 36945 130270 4._.76% 0.340%
23 5.205 1235 1254 1272 rBV3 101325 271938 9.93% 0.710%
24 5.331 1272 1293 1304 rBV2 962753 2739589 100.00% 7.154%
25 5.469 1325 1336 1346 rBV2 59872 134623 4.91% 0.352%

26 5.540 1353 1358 1369 rVB3 46197 82511 3.01% 0.215%
27 5.611 1369 1380 1387 rBv2 100141 208979 7.63% 0.546%
28 5.656 1388 1394 1412 rVB3 105191 210213 7.67% 0.549%
29 5.771 1415 1430 1452 rBV 429202 870140 31.76% 2.272%
30 5.881 1452 1464 1476 rBV 459835 941613 34.37% 2.459%

31 6.212 1552 1567 1580 rBV5 36124 86870 3.17% 0.227%
32 6.328 1588 1603 1615 rBV 617383 1288317 47.03% 3.364%
33 6.405 1617 1627 1641 rVB3 263163 592274 21.62% 1.547%
34 6.633 1682 1698 1711 rVB2 75317 144996 5.29% 0.379%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA_M
Title : VOC Analysis
35 6.730 1711 1728 1743 rVB2 39532 82192 3.00% 0.215%

36 6.897 1771 1780 1801 rVB3 55265 136286 4.97% 0.356%
37 7.064 1820 1832 1840 rBV2 79217 161528 5.90% 0.422%
38 7.173 1857 1866 1873 rBV2 168052 276084 10.08% 0.721%
39 7.225 1873 1882 1906 rVB 378651 769500 28.09% 2.009%
40 7.337 1907 1917 1924 rBV 69770 116486 4._.25% 0.304%

41 7.424 1935 1944 1962 rVB3 91244 178899 6.53% 0.467%
42 7.562 1962 1987 2001 rBV 1229442 2462601 89.89% 6.431%
43 7.636 2002 2010 2022 rVB2 102836 202325 7.39% 0.528%
44 7.723 2023 2037 2047 rBV4 124488 251600 9.18% 0.657%
45 7.816 2056 2066 2072 rBV 442846 723513 26.41% 1.889%

46 7.910 2088 2095 2108 rVB4 95716 170573 6.23% 0.445%

47 8.041 2126 2136 2144 rBV2 49361 79379 2.90% 0.207%
48 8.093 2144 2152 2162 rVB5 42658 71049 2.59% 0.186%
49 8.321 2201 2223 2237 rBV 938280 1828774 66.75% 4._.776%
50 8.485 2268 2274 2282 rVB3 64970 99626 3.64% 0.260%

51 8.543 2282 2292 2300 rBvV 92293 160184 5.85% 0.418%
52 8.604 2304 2311 2321 rVB 63226 104150 3.80% 0.272%
53 8.749 2346 2356 2368 rVB5 74290 147351 5.38% 0.385%
54 8.906 2398 2405 2414 rVB2 102742 154714 5.65% 0.404%
55 9.028 2432 2443 2452 rVB 141746 220748 8.06% 0.576%

56 9.090 2452 2462 2475 rBV 694530 1194252 43.59% 3.119%
57 9.250 2503 2512 2523 rBV 100272 169412 6.18% 0.442%
58 9.373 2540 2550 2563 rVB2 309401 523834 19.12% 1.368%
59 9.440 2563 2571 2596 rVB 563682 921992 33.65% 2.408%
60 9.562 2598 2609 2627 rBV7 41233 93966 3.43% 0.245%

61 9.713 2645 2656 2666 rBV3 73876 144325 5.27% 0.377%
62 9.781 2667 2677 2687 rBV 120722 204929 7.48% 0.535%
63 9.948 2712 2729 2739 rBV3 136391 277473 10.13% 0.725%
64 10.045 2750 2759 2768 rBvV4 88834 167940 6.13% 0.439%
65 10.167 2787 2797 2804 rBV6 34740 69317 2.53% 0.181%

66 10.254 2818 2824 2831 rVB3 46815 62804 2.29% 0.164%
67 10.321 2832 2845 2850 rBv4 85090 171699 6.27% 0.448%
68 10.437 2869 2881 2893 rBV 919294 1593468 58.16% 4.161%
69 10.681 2948 2957 2971 rBV 167607 372446 13.59% 0.973%
70 10.752 2971 2979 2990 rVvv2 193503 384909 14.05% 1.005%

71 10.813 2990 2998 3019 rVB 591503 913963 33.36% 2.387%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA_M

: VOC Analysis

72 10.971 3039 3047 3056 rBvV2 80754 126681 4.62% 0.331%
73 11.112 3084 3091 3095 rBvY 79585 104749 3.82% 0.274%
74 11.147 3096 3102 3117 rVB 199668 305270 11.14% 0.797%
75 11.334 3153 3160 3170 rVB6 44505 74770 2.73% 0.195%

76 11.398 3171 3180 3185 rBV3 77294 124312 4._.54% 0.325%
77 11.485 3197 3207 3217 rBV 842529 1304771 47.63% 3.407%
78 11.569 3226 3233 3240 rBV 118795 164327 6.00% 0.429%
79 11.607 3241 3245 3254 rVB2 57569 73100 2.67% 0.191%
80 11.697 3267 3273 3284 rVB2 50486 74150 2.71% 0.194%

81 11.771 3287 3296 3302 rBvV4 73717 131611 4._.80% 0.344%
82 11.810 3303 3308 3313 rVVv 46546 55624 2.03% 0.145%
83 11.861 3313 3324 3347 rVB 1389569 2327477 84.96% 6.078%
84 11.977 3349 3360 3366 rBV3 135898 226995 8.29% 0.593%
85 12.022 3366 3374 3384 rVB 555125 754285 27 .53% 1.970%

86 12.176 3417 3422 3430 rVB3 59033 82101 3.00% 0.214%
87 12.356 3469 3478 3486 rBV2 102600 168180 6.14% 0.439%
88 12.607 3548 3556 3561 rBV3 66267 100602 3.67% 0.263%
89 12.700 3578 3585 3592 rBV2 79163 125188 4._.57% 0.327%

90 12.826 3618 3624 3635 rVB4 38995 69436 2.53% 0.181%
91 12.964 3659 3667 3676 rVB3 59137 85536 3.12% 0.223%
92 13.083 3696 3704 3708 rBv4 65198 90674 3.31% 0.237%

93 13.122 3708 3716 3732 rVB2 480635 736815 26.90% 1.924%
94 13.279 3757 3765 3789 rVB5 84688 197341 7.20% 0.515%

95 13.456 3812 3820 3828 rVB2 38915 59561 2.17% 0.156%

96 13.507 3828 3836 3843 rBV5 34768 56488 2.06% 0.148%

97 13.742 3903 3909 3917 rVB2 64841 95823 3.50% 0.250%

98 14.141 4025 4033 4050 rVB3 88556 144121 5.26% 0.376%

99 14.880 4252 4263 4278 rBV2 42412 87222 3.18% 0.228%

100 15.064 4310 4320 4337 rvv4 25521 68236 2.49% 0.178%
Sum of corrected areas: 38294328
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
vu028417.D

30 Nov 2018 12:50

MD/SY

J6077-06
6.06a/5mL/100uL/5.0mL/MSVOA_U/MECOH

11 Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
: VOC Analysis

: C:\DATABASE\NIST11.L

LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Cyclicl.84 Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.

1.84 5.53 ug/L 104214 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 90
2 1-Pentene 70 C5H10 000109-67-1 70
3 Cvclobutane. methvl- 70 C5H10 000598-61-8 64
4 2(3H)-Furanone. dihvdro-3.5-dime... 114 C6H1002 005145-01-7 64
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 62

Abundance Scan 207 (1.839 min): VU028417.D (-197) (-) m/z 42.10 100.00%
4
55
5000 70
1.60 1.80 2.00 2.20
Ol el P2 @3 L 78 Bl 91 Thyz 55.10 0 69.17%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #551: 1-Pentene
ap
55
5000
70 1.60 1.80 2.00 2.20
29 m/z 41.10 42 _97%
0 15 ,|| 37L . 50 ,| 60 65
miz--> 10 20 30 40 50 60 70 8 90
Abundance #553: 1-Pentene
ap
55 1.60 1.80 2.00 2.20
5000 m/z 70.20 39.82%
27 70
1P “‘3237‘\ .50, 63
e L S L L S S L SUR L SIS UL SR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #572: Cyclobutane, methyl-
i) 1.60 1.80 2.00 2.20
m/z 39.05 39.09%
5000
55
27 70
o 15 | a7l 50 | e
m/z--> 10 20 30 4 50 60 70 80 %0 ' 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

1.88 24 .36 ug/L 458752 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 64
4 Pentane 72 C5H12 000109-66-0 49
5 Oxirane, ethyl- 72 C4H80 000106-88-7 9

Abundance Scan 220 (1.881 min): VU028417.D (-212) (-) m/z 43.10 100.00%
a3
5000
| 5|7 72 . 1.60 1.80 2.00 2.20
o S ——— 1A m/z 42.10 58.39%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #708: Pentane
43
5000 27

1.60 1.80 2.00 2.20
m/z 41.10 50.35%

15 | 57 1
2 L
0 L B T o o o o o B o R
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #707: Pentane
43
1.60 1.80 2.00 2.20
5000 m/z 39.10 15.78%
27
57
o 15 | | 7
O T N —
T T f T T T T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #709: Pentane
43 1.60 1.80 2.00 2.20
m/z 57.15 13.80%
5000
27 5 72
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 (DEL) Alkane: Cyclic2.00 Concentration Rank 62

R.T. EstConc Area Relative to ISTD R.T.

2.00 3.35 ug/L 63103 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (2)- 70 C5H10 000627-20-3 90
2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 86
3 2-Methvl-1-butene 70 C5H10 000563-46-2 86
4 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 86
5 2-Pentene 70 C5H10 000109-68-2 86

Abundance Scan 257 (2.000 min): VU028417.D (-248) (-) m/z 55.10 100.00%
55
5000 4 70

1.60 1.80 2.00 2.20 2.40

37‘| 50| 63 79 91

ot e e m/z 70.10 38.22%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #559: 2-Pentene, (2)-
56
5000 42
70 1.60 1.80 2.00 2.20 2.40
m/z 42.10 36.20%
O
0...,.”.,..” A AR ARSI
m/z--> 50 60 70 80 90
Abundance #567. 2-Butene, 2-methyl-
56
1.60 1.80 2.00 2.20 2.40
5000 70 m/z 39.05 30.79%
41
29
s || ssl] sl e |
o e . R e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #563: 2-Methyl-1-butene
56 1.60 1.80 2.00 2.20 2.40
m/z 41.10 24 .45%
5000 " 70
29
T T T T e e P e e
m/z--> 10 20 30 40 50 60 70 80 90 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 (DEL) Alkane: Cyclic2.14 Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.

2.14 4.75 ug/L 89523 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene. 2-methvl- 70 C5H10 000513-35-9 87
2 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 87
3 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 87
4 2-Butene. 2-methvl- 70 C5H10 000513-35-9 83
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 80

Abundance Scan 301 (2.141 min): VU028417.D (-293) (-) m/z 55.10 100.00%
55
5000
41 0
46 51 81 1.80 2.00 2.20 2.40
Olsrrrrrrrereprerrrresrerrgreet e et e s || M/2 70.05  38.20%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #571: 2-Butene, 2-methyl-
55
5000
5 41 70 1.80 2.00 2.20 2.40
! m/z 41.05 32.05%
ol 1 15 || 3337)|| S|, 63
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #585: Cyclopropane, 1,2-dimethyl-, trans-
55
1.80 2.00 2.20 2.40
5000 70 m/z 39.05 29.36%
41
29
“3337‘\‘ ?1‘\\ 63\\\
O T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55 1.80 2.00 2.20 2.40
m/z 42.10 26.28%
5000 70
41
29
0 ‘\ 37 : ?1‘\ ! 61 65\ :
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 180 200 220 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 (DEL) Alkane: Cyclic2.60 Concentration Rank 68

R.T. EstConc Area Relative to ISTD R.T.

2.60 3.01 ug/L 56726 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 64
2 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 58
3 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 58
4 1-Propene. 2-methvl- 56 C4H8 000115-11-7 52
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 50

Abundance Scan 444 (2.601 min): VU028417.D (-433) (-) m/z 43.05 100.00%
43
56
5000
69 g4 |'“'|“"w"w"%\'
| | 207 220 2.40 2.60 2.80 3.00
0 LA A s B 8 IR m/z 41.10 86 .83%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1485: 1-Pentene, 4-methyl-
43
5000 56
7 220 240 2.60 2.80 3.00
69 m/z 56.10 56.76%
84
OﬂTTT”TJH*L“'LPJ'W!'“l'“'l“"w"'"'w"“l'“'
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1476: 1-Pentene, 4-methyl-
43
220 240 2.60 2.80 3.00
5000 56 m/z 39.05 43.69%
27
69 g4
15 ‘ “ N
e L SR S I B B LS W B B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1484: 1-Pentene, 4-methyl- AR BARS R RS S
43 220 240 2.60 2.80 3.00
m/z 42.10 31.80%
5000 56
27
2 1\5 l ‘\ l T o
O o R s o e B e I e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

2.71 13.81 ug/L 260039 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 90
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 59
4 Pentane 72 C5H12 000109-66-0 50
5 Pentane 72 C5H12 000109-66-0 47

Abundance Scan 478 (2.710 min): VU028417.D (-468) (-) m/z 43.10 100.00%
43
5000
71
3’|9 53 5|7 63 | 86 2.40 2.60 2.80 3.00
Oty e m/z 42.10 53.09%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1823: Pentane, 2-methyl-
43
5000
- 2.40 2.60 2.80 3.00
27 a9 m/z 41.10 38.65%
57
2 15 L 32 | 53 86
O T T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1825: Pentane, 2-methyl-
43
2.40 2.60 2.80 3.00
5000 m/z 71.10 35.78%
27 71
5 39
0 2 | <Al 53‘\ 6367 | 86
T T T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl- e e
43 2.40 2.60 2.80 3.00
m/z 57.15 15.99%
5000
71
27 39 55 86
0 15 | ! 51 | 6367 |
miz--> 3T 15 30 95 % 95 40 45 50 55 80 65 70 75 3 3 96 95 240 260 280 300

SOMULM113018WMA.M Mon Dec 03 16:43:31 2018 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 (DEL) Alkane: Cyclic2.76 Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.

2.76 4.64 ug/L 87357 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane 70 C5H10 000287-92-3 72
2 Cvclopentane 70 C5H10 000287-92-3 72
3 Cvclopropane. ethvl- 70 C5H10 001191-96-4 72
4 1-Pentene 70 C5H10 000109-67-1 9
5 1-Pentene 70 C5H10 000109-67-1 9

Abundance Scan 493 (2.759 min): VU028417.D (-488) (-) m/z 42.10 100.00%
ap
5000 »
70
240 2.60 2.80 3.00
3 51 626 84
0““mwmwmwmwmwmwmwmwMWmewmwmwmngmwmwmwmwm' m/z 55.10 51.47%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #556: Cyclopentane
4
5000 240 2.60 2.80 3.00
70 : : : :
. ¥ m/z 41.10  47.40%
o 1 15 1,31 34|, 51 | 60 65
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #555: Cyclopentane
4
240 2.60 2.80 3.00
5000 m/z 70.10 30.71%
55 70
0 15 2 31 38|, 51| 6165
miz--> T e T e e e
Abundance #573: Cyclopropane, ethyl— LI L L L B l | L | 1
42 240 260 2.80 3.00
m/z 39.05 30.35%
5000 o5
27 70
o Lo e 51 e
LARALLA RALRS UALN SAESY LARSLRERRI ARS MRS AALLI AALA RARA SURL) RARSA SURK KARAE AURAN RERAN NEAAN MARAA N ' '”'P"W'”'I”'W'
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 240 2.60 2.80 3.00

SOMULM113018WMA.M Mon Dec 03 16:43:31 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.

2.96 8.38 ug/L 157792 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 87
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 86
4 Oxirane. (l-methvlethvl)- 86 C5H100 001438-14-8 53
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 50

Abundance Scan 556 (2.961 min): VU028417.D (-539) (-) m/z 57.10 100.00%
g7
41
5000

2.60 2.80 3.00 3.20

| 50 1 86 :
o SO 83 T 85 e m/z 56.10 80.81%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29
2.60 2.80 3.00 3.20
m/z 41.10 67.16%
15 | |.| 51 63 8
R L e s = = S H ISR S Ll B
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1826: Pentane, 3-methyl-
57
29 4 2.60 2.80 3.00 3.20
5000 m/z 43.10 23.99%
0 1 o il “ \‘ 51‘ 11 65 7\1 " 8\6
I I o o o o o e o e e ILALE A B s o
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1827: Pentane, 3-methyl-
57 2.60 2.80 3.00 3.20
m/z 39.10 15.98%
29 41
5000
2 1\5 il ‘ \‘ [ 7\1 8\6
R e L 1t ot 1 N L B R R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 (DEL) Alkane: Cyclic3.18 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

3.18 12.59 ug/L 237085 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene 84 C6H12 000592-41-6 81
2 1-Hexene 84 C6H12 000592-41-6 81
3 Cvclobutane. 1.2-diethvl-. trans- 112 C8H16 019341-98-1 53
4 Cvclobutane. 1.2-diethvl- 112 C8H16 061141-83-1 53
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 52

Abundance Scan 624 (3.180 min): VU028417.D (-606) (-)
a4 56
5000
69 84
) 207
0! e e e T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1452: 1-Hexene
41 56
5000

1 ||
O‘ﬁ—rv—v—v—v—rjufmv—rﬂw|----|----|----|----|---- S B B

27
69 84

m/z--> 0 200 40 60 80 100 120 140 160 180 200
Abundance #1453: 1-Hexene
41 56
27
5000
84
69
15
0 2 | 1 J Wil
e e R e e e e e
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #6810: Cyclobutane, 1,2-diethyl-, trans-
41 56
5000
27
‘ 0 g4
O .,...,....,...91.%%%,....,. B R ma
m/z--> 200 40 60 80 100 120 140 160 180 200

2.80

56.10

3.00 3.20

100.00%

3.40 3.60

m/z

2.80

41.10

3.00 3.20

99.07%

3.40 3.60

m/z

2.80

42.10

3.00 3.20

64 .01%

3.40 3.60

m/z

2.80

55.10

3.00 3.20

62.31%

3.40 3.60

m/z

2.80

39.05

3.00 3.20

46.17%

3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

3.28 33.19 ug/L 625055 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 91
3 n-Hexane 86 C6H14 000110-54-3 91
4 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 38
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 38

Abundance Scan 655 (3.280 min): VU028417.D (-637) (-) m/z 57.10 100.00%
g7
41
5000
| 8 300 320 340 360
37 53|, 6367} : : : :
0““mPMPMPNPMPNPMPNPMPMPMPmL“vmvmﬂmv“W“W“W“w' m/z 41.10 76.26%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane
43 ¥
29
5000
3.00 3.20 3.40 3.60
‘ 39 86 m/z 43.10 67.94%
0"“'“Ig”l”'ﬁ'”ﬁé“'P'“IL!W'“'"Ji“'“'“'véﬁl"W'“'P'“ﬂ%“l“'W'“'P'“I“'W”
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane
57
43 U LI SR L R
29 3.00 3.20 3.40 3.60
5000 m/z 56.10 49.47%
39
15 86
2 | 2 AL 53], i1
O T T T T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane R e o R
57 3.00 3.20 3.40 3.60
a1 m/z 42.05 32.98%
5000
29 86
o 15 ‘ 37M‘ 4953 6165 1 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA_M
Quant Title : VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 (DEL) Alkane: Cyclic3.53 Concentration Rank 59

R.T. EstConc Area Relative to ISTD R.T.

3.53 3.83 ug/L 72064 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 90
2 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 90
3 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 90
4 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 86
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 80

Abundance Scan 733 (3.530 min): VU028417.D (-725) (-) m/z 69.10 100.00%
41 60
5000
84
37 505356 65 3.20 3.40 3.60 3.80
0.,....,....,....,....,....,....,....|I...,....-,:.-!.,:...,....;:.'.i....,....,....,-....,...., m/z 41.10 95.40%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1504: 2-Butene, 2,3-dimethyl-
41 69
5000
84 3.20 3.40 3.60 3.80
27 55 m/z 84.10 27 .35%
| 3. [l 5]'I |I 65|
Orrprrrrprrrr e e T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1507: 2-Pentene, 4-methyl-, (2)-
41 69
3.20 3.40 3.60 3.80
5000 m/z 39.10 21.97%
27 55 84
0 1\518 | 3\ \44 ?1\ [ 6265\ | ”
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1502: 2-Butene, 2,3-dimethyl-
4 69 3.20 3.40 3.60 3.80
m/z 67.10 11.23%
5000
84
27 55
o 15 3033 38|44 51 | 586265 | 747781
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Cyclobutene, 3,3-dimethyl- Concentration Rank 67

R.T. EstConc Area Relative to ISTD R.T.

3.71 3.09 ug/L 58219 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutene. 3.3-dimethvl- 82 C6H10 016327-38-1 80
2 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 76
3 Cvclopentene. 1-methvl- 82 C6H10 000693-89-0 68
4 4-Methvl-1.3-pentadiene 82 C6H10 000926-56-7 64
5 (2),(2)-2,4-Hexadiene 82 C6H10 006108-61-8 64

Abundance Scan 789 (3.710 min): VU028417.D (-777) (-) m/z 67.10 100.00%
67
5000
82
‘ 63 ml 3.40 3.60 3.80 4.00
0..,....,....,....,....,....,....,....,..:. , i ,.'...,....!. bbb M | M/ZZz 55.10  31.69%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 ?
Abundance #1256: Cyclobutene, 3,3-dimethyl-
67
5000 4
3.40 3.60 3.80 4.00
- 56 82 m/z 39.10 27 .12%
o o1 38| 5°| so63) |, 7174 7?J
s L s e T T e B
Abundance #1231: Cyclopentene, 4-methyl-
67
3.40 3.60 3.80 4.00
5000 m/z 82.15 26.82%
39 82
27
o 15 24| 31 36|82 4851\\576063 70 74 79
I A o S i
Abundance #1243: Cyclopentene, 1-methyl- e
67 3.40 3.60 3.80 4.00
m/z 41.05 19.76%
5000 82
39
27 79
o 1215 24| 3236, %2 507 Mse 6063| |, 74,
m/z--> 5 10 15 20 25 35 35 45 45 50 55 60 65 70 75 80 85 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 (DEL) Alkane: Cyclic4.07 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

4._.07 18.10 ug/L 340861 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 86
3 Cvclohexane 84 C6H12 000110-82-7 78
4 Cvclohexane 84 C6H12 000110-82-7 78
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72

Abundance Scan 901 (4.070 min): VU028417.D (-882) (-) m/z 56.05 100.00%
56
41
5000 69
84 3.80 4.00 4.20 4.40
37 51| 65, 77
0........,....,....,....,....,....,....,....,....|,'..|.'.,....,..::,!..,....,.!.-.,....,....,....',....,...., m/z 41.05 53.47%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56 (F
41
5000 69
3.80 4.00 4.20 4.40
o8 o m/z 69.10 38.13%
R 0 N
O T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1493: Cyclopentane, methyl-
56
41 3.80 4.00 4.20 4.40
5000 m/z 55.10 26.14%
69
21 ‘ 84
o 1 15 | 3337/,||| 51 “ 6165, 77
miz--> T i T 55 30 % 40 4 5 45 e eb 75 7 3b ab 8
Abundance #1457: Cyclohexane
56 3.80 4.00 4.20 4.40
41 84 m/z 42.10 23.18%
5000 7
69
0 2 1\5 | | ?\1\\ l 6165\ ‘ 77 1
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 380 4.00 420 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Cyclopentene, 1-methyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.

4.76 7.72 ug/L 145352 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene., 1-methvl- 82 C6H10 000693-89-0 87
2 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 87
3 1.4-Pentadiene. 3-methvl- 82 C6H10 001115-08-8 86
4 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 86
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86

Abundance Scan 1115 (4.759 min): VU028417.D (-1104) (-) 67.10 100.00%
67
5000
39 82
5053 79 440 4.60 4.80 5.00
Ohrrmrrrrrmmpregrreeerree 2 SGB8 8L Wiz 82.05  25.63%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1242: Cyclopentene, 1-methyl-
67
5000 RRAASERARANRALNE N aRa Y
8 4.40 4.60 4.80 5.00
39 m/z 39.05 16.55%

27
53
oL 1215 24]30 s |d2 50%%s5 63| 74 19”
P e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1231: Cyclopentene, 4-methyl-
67

4.40 4.60 4.80 5.00

5000 m/z 41.10 14.11%
39 82
27
o 15 24| 31 36|42 4851H 576063, |,70 74 79|
T P A e A e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1251: 1,4-Pentadiene, 3-methyl-
67 440 4.60 4.80 5.00
m/z 81.10 14.10%
5000
41
0 15 0 % 50 \\56 6063 | 74 19|
R Aaaa s E L e A aaadtanaa s
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.

5.06 6.92 ug/L 130270 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 72
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 64
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 64
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 45
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 42

Abundance Scan 1209 (5.061 min): VU028417.D (-1197) (-) m/z 56.10 100.00%
56
43
5000
71
a5 480 5.00 520 5.40
o 8 207 m/z 57.10 82.28%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
5000
29 71 480 5.00 520 5.40
m/z 43.10 69.41%
o ] O
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3985: Pentane, 2,3-dimethyl-
43 56
480 5.00 520 5.40
5000 m/z 41.10 66.97%
71
29
\‘ ‘ 85 100
0 W"'W"'“*'J\'J”IJ'”I"”I"” R S SRS S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3987: Pentane, 2,3-dimethyl-
43 56 480 5.00 520 5.40
m/z 71.10 32.33%
5000 29
71
0 2 1\5 | i \‘\ ‘ 8\5 100
m/z--> 0 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.

5.21 14 .44 ug/L 271938 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 91
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 91
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 87
4 Heptane 100 C7H16 000142-82-5 64
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 58

Abundance Scan 1255 (5.209 min): VU028417.D (-1235) (-) m/z 43.10 100.00%
43
71
5000 o7
85 100 480 5.00 520 5.40 5.60
o...,....,....,....,....|i.|:..??-.|..,.‘?“?.-,:..??..'..,....;...., m/z 71.10 55.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3980: Hexane, 3-methyl-
43
5000 29 57 71
4.80 5.00 520 5.40 5.60
m/z 41.10 53.75%
o 1 15 371l s1lll es | 77 85 100
miz--> ) 10 20 30 40 50 60 70 8 90 100
Abundance #3974 Hexane, 3-methyl-
43
5 71 480 5.00 520 5.40 5.60
5000 m/z 57.10 50.35%
29
0 15 \‘ 37l 51| es || 8 100
miz--> ) 10 20 30 40 50 60 70 8 90 100
Abundance #3977: Hexane, 3-methyl-
43 480 5.00 520 5.40 5.60
m/z 70.10 48 _.39%
5000 57 70
29
o 15 ‘ 51 8 100
mz-> 0 10 20 30 40 50 60 70 80 90 100 | | 480 500 520 540 560

SOMULM113018WMA.M Mon Dec 03 16:43:39 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 (DEL) Alkane: Cyclic5.47 Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.

5.47 7.15 ug/L 134623 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 94
2 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 90
3 Cvclopentane. 1.3-dimethvl-. trans- 98 C7H14 001759-58-6 87
4 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 76
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 72

Abundance Scan 1336 (5.469 min): VU028417.D (-1325) (-) m/z 70.10 100.00%
70
56
41
5000
83
||| 50, | 98 5.20 540 5.60 5.80
o i e 2 m/z 56.10 75.33%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56 70
41
5000
520 5.40 560 5.80
27 83 o5 m/z 55.10 63.44%
0 | ‘||| 5(.)||| 63 il ”
I L SULIN IO IURILLI U SUL L IR SULLI SULIL SO SR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3410: Cyclopentane, 1,3-dimethyl-, cis-
56 70
a 520 5.40 560 5.80
5000 m/z 41.10 57.18%
83
0 134 |l 48 J)l 63 || 77 | 0
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans-
a 56 70 520 5.40 560 5.80
m/z 43.10 27 .37%
5000
27
83
5 ‘ 98
oL 1 | \‘34‘\50“\63”77‘91
miz--> 0 10 20 30 40 50 60 70 8 90 100 520 540 560 580
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 (DEL) Alkane: Cyclic5.54 Concentration Rank 52

R.T. EstConc Area Relative to ISTD R.T.

5.54 4_.38 ug/L 82511 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 83
2 Cvclopentane. 1.3-dimethvl-. trans- 98 C7H14 001759-58-6 78
3 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 78
4 Cvclobutanone. 2.2-dimethvl- 98 C6H100 001192-14-9 64
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 64

Abundance Scan 1358 (5.540 min): VU028417.D (-1353) (-) m/z 70.10 100.00%
56 70
41
5000
83
I 98 207 520 5.40 560 5.80
o T M L m/z 56.10 95.38%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3410: Cyclopentane, 1,3-dimethyl-, cis-
56 7P
41
5000
83 520 5.40 560 5.80
27 m/z 55.10 62 .09%
98
0 R R W B LI B B B
m/z--> 0 20 40 6 80 100 120 140 160 180 200
Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans-
56 70
41
520 5.40 560 5.80
5000 m/z 41.10 59.67%
27 83
ol B
0'%”JW'L'M'NM”“W'”jﬁ'”l”'W'”'"'W'”'P'”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56 70 520 5.40 560 5.80
41 m/z 69.10 34 _.46%
5000
83
T =
0 W"'W'J'W"'M'w”l"”“"”l'”'l'”' [rTrrr T e
m/z--> 0 60 80 100 120 140 160 180 200 520 5.40 560 5.80

SOMULM113018WMA.M Mon Dec 03 16:43:40 2018 Page: 22



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 (DEL) Alkane: Cyclic5.61 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.

5.61 11.10 ug/L 208979 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 95
2 Cvclopentane. 1.2-dimethvl- 98 C7H14 002452-99-5 94
3 Isopropvlcvclobutane 98 C7H14 000872-56-0 94

000822-50-4 91
000822-50-4 87

1.2-dimethvl-. trans- 98 C7H14
1,2-dimethyl-, trans- 98 C7H14

4 Cvclopentane.
5 Cyclopentane,

Abundance Scan 1380 (5.611 min): VU028417.D (-1369) (-) m/z 56.10 100.00%
56
41 70
5000
83 %8 207 520 540 560 580 6.00
o sl e e | M/z 55.100 62.57%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3408: Cyclopentane, 1,2-dimethyl-, cis-
56 70
41
5000
27 5.20 5.40 5.60 5.80 6.00
83 98 m/z 41.05 62 .45%
15
0! LN o o o S IR E s e
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #3391: Cyclopentane, 1,2-dimethyl-
56
41 70 5.20 5.40 5.60 5.80 6.00
5000 m/z 70.15 61.58%
‘ ‘ 83 98
0 H H \\‘ i ‘ ‘
'w"'w"'w"|"'w"'w"'w"”|"“ R LR
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #3336: Isopropylcyclobutane
4 96 5.20 5.40 5.60 5.80 6.00
m/z 69.15 27 .41%
70
5000 27
98
IR NER
0 N e O S —
m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80 6.00

SOMULM113018WMA.M Mon Dec 03 16:43:41 2018

Page: 23



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 21 (DEL) Alkane: Cyclic5.66 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.

5.66 11.16 ug/L 210213 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptene 98 C7H14 000592-76-7 90
2 1-Heptene 98 C7H14 000592-76-7 64
3 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 59
4 1-Heptene 98 C7H14 000592-76-7 56
5 Cyclopropane, butyl- 98 C7H14 000930-57-4 53

Abundance Scan 1395 (5.659 min): VU028417.D (-1388) (-) m/z 41.10 100.00%
a4
56
5000
70
‘ 08 007 5.40 560 5.80 6.00
O I e B e o m/z 56.10 77.01%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3296: 1-Heptene
41 56
29
5000
70 540 5.60 5.80 6.00
98 m/z 42.10 53.90%
oL 2 15 .J 83
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3293: 1-Heptene
41 56
29 5.40 560 5.80 6.00
5000 70 m/z 55.10 52.13%
98
15 | \‘ Il L 8\3 ‘
e L UL S I WL L L W A B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3326: 1-Hexene, 4-methyl-
4 5.40 560 5.80 6.00
57 m/z 39.10 41.19%
5000 29
70
0= '}?I""I"'I ”ﬂ"??"%?""l""l"" [rrrrprrrrpTe
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

5.77 46.20 ug/L 870140 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 95
2 Heptane 100 C7H16 000142-82-5 94
3 Heptane 100 C7H16 000142-82-5 91
4 Heptane 100 C7H16 000142-82-5 87

5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 59

Abundance Scan 1430 (5.771 min): VU028417.D (-1415) (-) m/z 43.10 100.00%
ilc]
71
5000 >
| |‘ 207 540 5.60 5.80 6.00 6.20
) SN ”.,”..“..w...w..”,.”. SMMN—DTA m/z 41.05 59.51%
m/z--> 0 20 40 100 120 140 160 180 200
Abundance #3972. Heptane
43
5000 5771
29 540 5.60 5.80 6.00 6.20
m/z 71.10 54 _60%
s |
0 w...w..”,..”,..”,.”.,.”.,.”.,.”. R LR
m/z--> 0 20 40 100 120 140 160 180 200
Abundance #3971. Heptane
43
540 5.60 5.80 6.00 6.20
5000 29 57 71 m/z 57.10 51.22%
‘ ‘ 100
ISR | O O .
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3970: Heptane
43 540 5.60 5.80 6.00 6.20
m/z 56.10 32.03%
100
15
0 .,%..‘.,.‘...‘i:..‘.,..‘a.,5?5...l....,....,.... A RRamE
m/z--> 0 20 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 23 1,3-Pentadiene, 2,3-dimethyl- Concentration Rank 51

R.T. EstConc Area Relative to ISTD R.T.

6.21 4.61 ug/L 86870 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Pentadiene. 2.3-dimethvl- 96 C7H12 001113-56-0 64
2 3.5-Dimethvlcvclopentene 96 C7H12 007459-71-4 58
3 1l.4-Hexadiene. 5-methvl- 96 C7H12 000763-88-2 58
4 Cvclopropane. l-methvl-1-isoprop... 96 C7H12 003422-07-9 52
5 2-Pentyne, 4,4-dimethyl- 96 C7H12 000999-78-0 50

Abundance Scan 1566 (6.209 min): VU028417.D (-1552) (-) m/z 81.10 100.00%
g
41 55
5000
69
| | ‘ X 5.80 6.00 6.20 6.40 6.60
62 : : : : :
o...,....,....,....:!'...;':!..,:.-.|.',|..79.;!|...9?..'I'J,....,H‘.‘.,. m/z 41.10 69.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2918: 1,3-Pentadiene, 2,3-dimethyl-
g1
5000 96
41 53 5.80 6.00 6.20 6.40 6.60
27 ‘ ‘ 67 m/z 55.05 64 .99%
SR A1 O 7141 N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2894: 3,5-Dimethylcyclopentene
g1
5.80 6.00 6.20 6.40 6.60
5000 m/z 56.15 54 _.44%
o7 39 53 , 96
A~ S VR VI PR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2892: 1,4-Hexadiene, 5-methyl-
g1 580 6.00 6.20 6.40 6.60
m/z 38.95 36.53%
5000 4 9%
27 53
| Lol )
0 ...,.%?.,..:lh...l}:u??ﬂl”:.?%JJP,.??Mil...,..nu,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 24 (DEL) Alkane: Cyclic6.63 Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.

6.63 7.70 ug/L 144996 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. ethvl- 98 C7H14 001640-89-7 94
2 Cvclopentane. ethvl- 98 C7H14 001640-89-7 91
3 (RY-(+)-3-Methvicvclopentanone 98 C6H100 006672-30-6 43
4 Cvclopropane. 1.1-diethvl- 98 C7H14 001003-19-6 43
5 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 43

Abundance Scan 1697 (6.630 min): VU028417.D (-1682) (-) m/z 69.10 100.00%
9
41
55
5000
83 98 o7 | 620 640 660 680 7.00
o et e e e e | m/Z 68.10  77.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3337: Cyclopentane, ethyl-
41
5000 55
6.20 6.40 6.60 6.80 7.00
o7 o 98 m/z 41.10 74.07%
0"}?w"'|“' AL EULLI WL B SLLEL BRI WL SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3341: Cyclopentane, ethyl-
4 69
55 6.20 6.40 6.60 6.80 7.00
5000 o7 m/z 55.10 62.22%
98
15 ‘ 83 ‘
0"ﬂI“l”kt“m“'m”Ih'”l"”l"”l"”l"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3260: (R)-(+)-3-Methylcyclopentanone
69 6.20 6.40 6.60 6.80 7.00
m/z 70.10 59.81%
42 55 98
5000
28
83
0"}?P"'P'"I”"I'”'I"”I"'W"'W""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 25 (DEL) Alkane: Cyclic6.73 Concentration Rank 53

R.T. EstConc Area Relative to ISTD R.T.

6.73 4_.36 ug/L 82192 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 004850-28-6 91
2 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 90
3 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 87
4 Cvclopentane. 1.2.3-trimethvl-, ... 112 C8H16 002613-69-6 83
5 2-Undecene, 3-methyl-, (2)- 168 C12H24 057024-90-5 72

Abundance Scan 1728 (6.730 min): VU028417.D (-1711) (-) m/z 70.10 100.00%
70
55
5000
41
84 97 112 207 6.40 6.60 6.80 7.00
o} B it o S m/z 55.10 64 .31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6833: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,...
70
55
5000

6.40 6.60 6.80 7.00
m/z 41.10 26 .05%

15 | |‘| g3 97 112
| || |

0....,....,...., ,,,,,,,
m/z--> 20 80 100 120 140 160 180 200
Abundance #6789. Cyclopentane, 1,2,4-trimethyl-
70
55 6.40 6.60 6.80 7.00
5000 m/z 69.10 21.49%
\M | ) 88§ U2
0”“““
T | | 1 T 1 1 1 1 1
m/z--> 20 80 100 120 140 160 180 200
Abundance #6792. Cyclopentane, 1,2,4-trimethyl-
70 6.40 6.60 6.80 7.00
m/z 42.05 19.48%
55
5000
BEEET:
0.”.,Nm.h.”.,.”.,N”J,.J.,.”.,.”.,.”.,.”.,.”.
m/z--> 20 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 26 (DEL) Alkane: Cyclic6.90 Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.

6.90 7.24 ug/L 136286 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1.2.3-trimethvl-., ... 112 C8H16 015890-40-1 91
2 Cvclopentane. 1.2.3-trimethvl-., ... 112 C8H16 015890-40-1 90
3 1-Heptene. 3-methvl- 112 C8H16 004810-09-7 87
4 Cvclopentane. 1.2.3-trimethvl- 112 C8H16 002815-57-8 87
5 Octane, 2-chloro- 148 C8H17CI 000628-61-5 72

Abundance Scan 1781 (6.900 min): VU028417.D (-1771) (-) m/z 70.10 100.00%
55 70
41
5000
‘ 84
97 112 6.60 6.80 7.00 7.20
77
0...,....,....,....||I'...i-.'! .,‘??n.'! |...-.-,|.'.|'..,..':'.,....,.'...,. m/z 55.10 88.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6834: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
41
5000
7 6.60 6.80 7.00 7.20
84 112 m/z 56.05 86.37%
oL 15 L1 soll soli 77 [ o0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6835: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
6.60 6.80 7.00 7.20
5000 41 m/z 41.10 55.88%
27 84
112
0 "'I""I"'MI""M'M' FP""|§?" "??I'h"I"?ZI""II"'I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6671: 1-Heptene, 3-methyl-
55 6.60 6.80 7.00 7.20
a1 m/z 69.05 38.16%
70
5000 29
83
0 “ s |47 | 63 “‘ 77 95 105112
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 27 Cyclopentene, 1,5-dimethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.

7.06 8.58 ug/L 161528 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.5-dimethvl- 96 C7H12 016491-15-9 90
2 Cvclobutane. (l-methvlethvlidene)- 96 C7H12 001528-22-9 87
3 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 87
4 Cvclopentane. l-methvl-2-methvlene- 96 C7H12 041158-41-2 80
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 80

Abundance Scan 1831 (7.061 min): VU028417.D (-1820) (-) m/z 81.05 100.00%
il
5000
96
3|9| 5|3| 6|7 ‘ 207 6.80 7.00 7.20 7.40
O B S I o i e T m/z 79.05 23.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2909: Cyclopentene, 1,5-dimethyl-
il
5000 U A L L I
6.80 7.00 7.20 7.40
27 39 4 96 m/z 96.10 23.68%
gl A
0"AI“H”W'JﬂI"t”Hh'ml"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2926: Cyclobutane, (1-methylethylidene)-
81
6.80 7.00 7.20 7.40
5000 m/z 67.10 16.65%
o7 39 oo &7 96
0:|||||‘|‘||“i‘||“i“‘|||“l||“i‘||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2911: Cyclopentene, 4,4-dimethyl-
81 6.80 7.00 7.20 7.40
m/z 39.05 16.55%
5000
27 % 53 o 96
0..}?“...,”..,.”.,..”,...w....“...“...,”..,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 28 (DEL) Alkane: Straight-Chai... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.

7.17 14.66 ug/L 276084 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2-methvl- 114 C8H18 000592-27-8 91
2 Heptane. 2-methvl- 114 C8H18 000592-27-8 80
3 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 80
4 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 64
5 Heptane, 2-methyl- 114 C8H18 000592-27-8 47

Abundance Scan 1865 (7.170 min): VU028417.D (-1857) (-) m/z 57.10 100.00%
43 g7
5000
6.80 7.00 7.20 7.40 7.60
114
0...,....,....,..??li.:..5,0..|!:,‘??..'!l...??.ff?.?.l..!|,....,..-..,.. m/z 43.10 93.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7625: Heptane, 2-methyl-
43 57
5000
6.80 7.00 7.20 7.40 7.60
29 70 99 m/z 41.10 45 .57%
o 15 ] 37|‘. 5163 || 85 | 14
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7627: Heptane, 2-methyl-
43
57
6.80 7.00 7.20 7.40 7.60
5000 m/z 42.05 40.64%
29
o 15 H a7l sijles || 77 591 | 14
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7637: Hexane, 2,5-dimethyl-
57 6.80 7.00 7.20 7.40 7.60
43 m/z 70.10 20.06%
5000 99
71
‘ 112
I SO B AN A A< 0 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40 7.60

SOMULM113018WMA.M Mon Dec 03 16:43:48 2018 Page: 31



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 30 (DEL) Alkane: Straight-Chai... Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.

7.34 6.19 ug/L 116486 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 91
2 Oxalic acid. butvl isohexvl ester 230 C12H2204 1000309-32-7 64
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 64
4 Hexane. 2.3.3-trimethvl- 128 C9H20 016747-28-7 64
5 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 64

Abundance Scan 1918 (7.340 min): VU028417.D (-1907) (-) m/z 43.10 100.00%
43
57
85
5000

7.00 7.20 7.40 7.60

J 69 114 207

O o B e B T e I o o B o I m/z 57.10 76.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7628: Heptane, 3-methyl-
43
57
85
5000

7.00 7.20 7.40 7.60

29 m/z 85.15 58.07%
JLas | | 7| e 14
B o o o LA e o e o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85744: Oxalic acid, butyl isohexyl ester
43
57 R A REmEEmEmEs
7.00 7.20 7.40 7.60
5000 85 m/z 41.10 48.74%
29 69
‘ | ‘ I, 97 111 129 147
Ot et e e e T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7642: Hexane, 2,4-dimethyl-
43 57 7.00 7.20 7.40 7.60
m/z 56.10 39.91%
85
5000
29 71
ol ts L L e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 31 Cyclohexene, 1-methyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.

7.42 9.50 ug/L 178899 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 94
2 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 90
3 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 87
4 Cvclohexene. 1l-methvl- 96 C7H12 000591-49-1 83
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 81

Abundance Scan 1943 (7.421 min): VU028417.D (-1935) (-) m/z 81.10 100.00%
il
67
5000
96
—
111 207 7.00 7.20 7.40 7.60 7.80
of m/z 67.10 59.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2880: Cyclohexene, 1-methyl-
il
5000 67
55 96 7.00 7.20 7.40 7.60 7.80
o7 39 m/z 96.10 37.89%
O+ "Ill""l"l""I'"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2874: Cyclohexene, 1-methyl-
il
7.00 7.20 7.40 7.60 7.80
5000 67 9% m/z 68.10 37.18%
0 15|2‘? '|""|" """I""I'"'I""I""I""I""
m/z--> 20 80 100 120 140 160 180 200
Abundance #2873: Cyclohexene, 3-methyl-
81 7.00 7.20 7.40 7.60 7.80
m/z 55.10 32.93%
5000
96
0= I""I""I""I""I""I""I""I""I""
m/z--> 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 32 (DEL) Alkane: Cyclic7.72 Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.

7.72 10.53 ug/L 251600 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-1-Butvl-2-methvlcvclopropane 112 C8H16 038851-70-6 91
2 cis-1-Butvl-2-methvilcvclopropane 112 C8H16 038851-69-3 91
3 2-0Octene 112 C8H16 000111-67-1 59
4 2-Octene. (2)- 112 C8H16 007642-04-8 59
5 Cyclobutanone, 2,3,3-trimethyl- 112 C7H120 028290-01-9 58

Abundance Scan 2036 (7.720 min): VU028417.D (-2023) (-) m/z 55.10 100.00%
55
70
5000
83 ;
112 207 7.40 7.60 7.80 8.00
(o} -t m/z 41.10 97 .24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6812: trans-1-Butyl-2-methylcyclopropane
55 70
42
5000
83 112 7.40 7.60 7.80 8.00
m/z 43.10 93.74%
97
0 S B B W S WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6798: cis-1-Butyl-2-methylcyclopropane
55 70
42
7.40 7.60 7.80 8.00
5000 m/z 70.10 76.11%
83 112
e
0"w"”|'”‘|Wt'ﬂ"U"“l'“'l“"w"w"”l'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6628: 2-Octene
55 7.40 7.60 7.80 8.00
41 m/z 56.10 64 .44%
5000 &
29 112
83
0'}?Pt"M”JJI”“'Il”?z"“I"'W""P"'I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 33 (DEL) Alkane: Cyclic7.91 Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.

7.91 7.14 ug/L 170573 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptene. 4-methvl- 112 C8H16 004485-16-9 64
2 3-Heptene. 2-methvl-. (E)- 112 C8H16 000692-96-6 64
3 3-Heptene. 4-methvl- 112 C8H16 004485-16-9 64
4 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 60
5 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 52

Abundance Scan 2095 (7.910 min): VU028417.D (-2088) (-) m/z 55.10 100.00%
55
41 69 97
5000
112
‘ & | 7.60 7.80 8.00 8.20
o..,....,....,....,.”...,~.':.|.,..~.|!,-..??,:|.|..,...!,....,.-...,.??‘?,... m/z 69.10 76.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6683: 3-Heptene, 4-methyl-
55 69
41
5000
7.60 7.80 8.00 8.20
o7 o 12 m/z 41.10 71.10%
| 97
O e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6743 3-Heptene, 2-methyl-, (E)-
55 69
41 7.60 7.80 8.00 8.20
5000 m/z 97.10 68.91%
- 112
97
0“|}?|“jm“'WH“WJJW'“HL“*fﬁ“w'“l““l“'WH'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6672: 3-Heptene, 4-methyl-
55 69 7.60 7.80 8.00 8.20
m/z 56.10 53.44%
5000 4l
112
27 83
0“|}?|“Jm'“'“““ﬂm'w'“kw'“TM'w'ﬁi'“'w”“l”'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 34 (DEL) Alkane: Cyclic8.04 Concentration Rank 64

R.T. EstConc Area Relative to ISTD R.T.

8.04 3.32 ug/L 79379 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-., trans- 112 C8H16 002207-03-6 94
2 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 94
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 94
4 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 91
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 91

Abundance Scan 2136 (8.041 min): VU028417.D (-2126) (-) m/z 55.10 100.00%
55 97
5000
4l 112
69
77 83 7.80 8.00 8.20 8.40
o...,....,....,....,.'...,.-!]'.,‘??.'J!...-.,.-':-..??.!.',....,.-...,. m/z 97.15 82.89%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans-
55 o7
5000
41 112 7.80 8.00 8.20 8.40
69 m/z 41.10 41 _33%
29 | | 33
Obrry ....,..JJ,.??.hJ..%?N:J.,??H:!n.??,.”..?%.!!,....,.n..,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6800: Cyclohexane, 1,4-dimethyl-, cis-
55 97
7.80 8.00 8.20 8.40
5000 41 m/z 112.20 33.60%
112
27 69 o
b ts M e Josel 7w oe ] |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans-
56 o7 7.80 8.00 8.20 8.40
m/z 56.10 27 .03%
5000 a
69 112
27
dots N e m® o |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 35 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 69

R.T. EstConc Area Relative to ISTD R.T.

8.09 2.97 ug/L 71049 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 91
2 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 91
3 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 91
4 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 91
5 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 87

Abundance Scan 2151 (8.090 min): VU028417.D (-2144) (-) m/z 95.20 100.00%
9
5000
6( 81 110
39 53 7.80 8.00 8.20 8.40
o..,....,....,....','.‘.“‘?.i':'.'..‘,51..'::,.??'.','|.~...,'.|.'!.,....~,~...., m/z 67.10 30.81%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95
5000 LN L LA AR LR
67 780 8.00 8.0 8.40
110 m/z 81.10 23.79%
27 3 55 77
0"w}?'w'J“w"Jw%§ﬁ””'w'””l"“w'“'ﬂ“!'|“'“w"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5978: 5,5-Dimethyl-1,3-hexadiene
95
7.80 8.00 8.20 8.40
5000 27 a1 o 67 m/z 110.10 22.30%
110
‘ 77
0 1\5 ‘ Ll \\\‘\ I L1 “‘\83 L
LR UL FURELE SURLL SO SURILN I UL UL UL S
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5979: 5,5-Dimethyl-1,3-hexadiene
95 7.80 8.00 8.20 8.40
m/z 79.10 12.28%
5000 27 PR er
110
15 77
O'W'””I”"P'”I“”'WMPW'APP'JM§?”fMl'P'”I”"I IR SRR RS SRR LR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 36 (DEL) Alkane: Cyclic8.49 Concentration Rank 55

R.T. EstConc Area Relative to ISTD R.T.

8.49 4.17 ug/L 99626 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. propvl- 112 C8H16 002040-96-2 90
2 Cvclopentane. propvl- 112 C8H16 002040-96-2 87
3 Cvclopentane. propvl- 112 C8H16 002040-96-2 87
4 Cvclooctane 112 C8H16 000292-64-8 53
5 Cyclopentane, 1,1,2-trimethyl- 112 C8H16 004259-00-1 52

Abundance Scan 2276 (8.492 min): VU028417.D (-2268) (-) m/z 55.10 100.00%
g5 69
41
83
5000
97
112
| | | 126 8.20 8.40 8.60 8.80
O erprrrrr e e b e W e e S m/z 69.10 98.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6696: Cyclopentane, propyl-
41 69
56
5000
27 83 8.20 8.40 8.60 8.80
112 m/z 41.10 75.42%
Lo eyl a7
RIS LI IR UL UL IR UL IR UL IR SRR SRS SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6693: Cyclopentane, propyl-
41 69
56 820 840 8.60 880
5000 83 m/z 56.10 59.92%
27
“ 112
0'”I}?I”LM'”b'”PwmP'iﬁ”'J”W'ga'”W”'W”'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6700: Cyclopentane, propyl- R B
69 8.20 8.40 8.60 8.80
41 56 m/z 70.15 58.47%
5000 83
27 112
0'“l}?l“jm”'hJ“'wwmw'iﬂ”'wk'w'ﬁa'”'w'“w'“l“ RN RN RS LS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 37 (DEL) Alkane: Cyclic8.54 Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.

8.54 6.71 ug/L 160184 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 87
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 86
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 86
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 86
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78

Abundance Scan 2291 (8.540 min): VU028417.D (-2282) (-) m/z 83.10 100.00%
83
55
5000 a1
67 112
8.20 8.40 8.60 8.80
95
0 ..-.,..I.,....,....,....,....,210.7.. m/z 55.10 77.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6664: Cyclohexane, ethyl-
55 a3
5000 41
112 8.20 8.40 8.60 8.80
67 m/z 82.10 50.26%
27
ol 15 L .
! UNESURIILES UL UL SR UL WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6665: Cyclohexane, ethyl-
83
55
8.20 8.40 8.60 8.80
5000 41 m/z 41.10 36.50%
27 112
67
0"}?wu"w“leﬂh'll”gz"“l"'w"'w""w"'l“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6667: Cyclohexane, ethyl- e ma R e S
83 8.20 8.40 8.60 8.80
55 m/z 112.20 21.70%
5000
41
112
67
0"“|'U““m'Ml'““ll'gz"“l"“l"“l"”l"“l"”
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 38 (DEL) Alkane: Cyclic8.60 Concentration Rank 54

R.T. EstConc Area Relative to ISTD R.T.

8.60 4_.36 ug/L 104150 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 91
2 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 91
3 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 91
4 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 86
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 72

Abundance Scan 2310 (8.601 min): VU028417.D (-2304) (-) m/z 111.20 100.00%
69 111
55
5000
83
‘ | 97 126 8.20 8.40 8.60 8.80 9.00
0..,....,....,....,....,...'.,....,....,..'..,...'.,....,!...,..:.,... m/z 69.10 97.72%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #11599: Cyclohexane, 1,1,3-trimethyl-
69 111
55
5000 41
83 8.20 8.40 8.60 8.80 9.00
m/z 55.10 62.32%
0 'W'%?'P"UI'”'h“'“l"L'F%'L!"“I"'W'??'I”"I!"W'%?§P"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
8.20 8.40 8.60 8.80 9.00
5000 41 55 m/z 41.10 37.39%
83
0 'w'%?'|“'h“"'ilt"l”'ml"”'l'“'|J"w'9?'|“"|l"w'%g§|“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11598: Cyclohexane, 1,1,3-trimethyl- A e
111 8.20 8.40 8.60 8.80 9.00
69 m/z 56.10 30.69%
5000 4 O
83
27
0 Ll 48, ‘\ 62, ‘ % 103 | 126
m/z--> 10 20 30 40 5'0 60 7'0 80 90 100 110 120 1:130 8.20 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 39 (DEL) Alkane: Cyclic8.75 Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.

8.75 6.17 ug/L 147351 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 46
2 trans-7-Methvl-3-octene 126 C9H18 1000113-52-8 43
3 1l-Heptene. 2.6-dimethvl- 126 C9H18 003074-78-0 43
4 Cvclopentane. butvl- 126 C9H18 002040-95-1 38
5 1-Pentanol, 3-methyl- 102 C6H140 000589-35-5 38

Abundance Scan 2356 (8.749 min): VU028417.D (-2346) (-) m/z 56.10 100.00%
96
41 67
5000
81 97
‘I‘ WL ||| I 1ﬁ0 e 240 80 280 9%
o} A N1 N VBT | IR Y S m/z 55.10 82.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56
41 69
5000 LN LA I UL IR B
83 840 8.60 880 9.00
27 m/z 67.05 66 .90%
O'W'”W'”'P“JJHA%”LP'”L'”IJ”I”%ﬁ”'W”'W'”W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11548: trans-7-Methyl-3-octene
41 56
69 LR SRR LR R
8.40 8.60 8.80 9.00
5000 m/z 41.10 66.11%
27 ‘ a3 1 126
O”I}?I“Jm”'w'”wdl'PHML'NPM”I“%ﬁ”'W”'W'”W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11552: 1-Heptene, 2,6—dimethy|— LI L LB B L LB B
56 8.40 8.60 8.80 9.00
m/z 69.10 57.42%
5000
41 69
29 126
15 ] m‘ L ® e wm f
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 40 Ether, hexyl pentyl Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.

8.91 6.48 ug/L 154714 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ether. hexvl pentvl 172 C11H240 032357-83-8 72
2 Decane 142 C10H22 000124-18-5 72
3 Octane 114 C8H18 000111-65-9 64
4 N.N"-Bis(2-methvl-2-nitrosobutan... 230 C10H18N204 034946-73-1 64
5 Octane, 2-methyl- 128 C9H20 003221-61-2 62

Abundance Scan 2406 (8.910 min): VU028417.D (-2398) (-) m/z 43.10 100.00%
43
5000 57
71
‘ 85
8.60 8.80 9.00 9.20
113
o...,....|,|~..|.|,.."..,"...9?....,.1?5.‘.,....,....,....,2.0.7.. m/z 57.10 41.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39799: Ether, hexyl pentyl
a3
71
5000
85 8.60 8.80 9.00 9.20
56 ‘ m/z 71.10 33.23%
0'“|'”'m ”ml”m'ﬂ"}%:'W"”l'”'l”"P"W"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19159: Decane
43 57
8.60 8.80 9.00 9.20
5000 m/z 41.10 32.78%
29 71
016 L | \\ Pus 42 207
miz--> B s 108150 e 1 1k
Abundance #7619: Octane e RARREmaEe R
43 8.60 8.80 9.00 9.20
m/z 85.10 20.67%
5000
57
‘ 71 85
0"%""P"'P"'P"'P'F%P"'P"'I”"I”"I”"
m/z--> 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 41 (DEL) Alkane: Straight-Chai... Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.

9.03 9.24 ug/L 220748 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 91
2 Octane. 3-methvl- 128 C9H20 002216-33-3 90
3 Octane. 3-methvl- 128 C9H20 002216-33-3 72
4 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 64
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 59

Abundance Scan 2443 (9.028 min): VU028417.D (-2432) (-) m/z 57.05 100.00%
g7
5000
41
‘ . | 71 gy 8 11 108 8.60 8.80 9.00 9.20 9.40
Ol 2O M 83 LML 128 Thsz 41.10 0 28.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12677: Octane, 3-methyl-
57
5000 43
29 8.60 8.80 9.00 9.20 9.40
o8 m/z 43.05 28.14%
0 |.| |‘| 50 ||. s | 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12669: Octane, 3-methyl-
57
8.60 8.80 9.00 9.20 9.40
5000 m/z 56.10 24 .24%
43
29 98
ol 15 ] “w 50 A‘ M g | 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12678: Octane, 3-methyl-
57 8.60 8.80 9.00 9.20 9.40
m/z 98.20 12.74%
5000
43
29
o 1 H s0 ), Tloges N 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 42 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

9.44 38.60 ug/L 921992 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 Nonane 128 C9H20 000111-84-2 90
3 Nonane 128 C9H20 000111-84-2 90
4 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 72
5 Octane 114 C8H18 000111-65-9 64

Abundance Scan 2571 (9.440 min): VU028417.D (-2563) (-) m/z 43.10 100.00%
a3 57
5000
7 85
99 128 9.20 9.40 9.60 9.80
0..,....,....,....lil.-..5,0.-.”:,....'!|...7.8,.!..,....-',....1,1.1...,....-,.... m/z 57.10 82.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12662: Nonane
43
57
5000
9.20 9.40 9.60 9.80
29 7 8 m/z 41.10 45.51%
ol 15 || |‘|. 50 ||, .| J ?? 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12664: Nonane
8
9.20 9.40 9.60 9.80
5000 m/z 85.15 29.87%
- 71 85
R N 0 I o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12663: Nonane o RERSEREEEE LS
43 9.20 9.40 9.60 9.80
57 m/z 71.10 22.43%
5000
29
71 85
o L sl e | e iy 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 43 (DEL) Alkane: Cyclic9.56 Concentration Rank 57

R.T. EstConc Area Relative to ISTD R.T.
956 3.93 ug/L 93966  Chlorobenzene-ds 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonene. (B>- 126 coH18 006434-78-2 60

2 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 007667-55-2 55
3 cis-2-Nonene 126 C9H18 006434-77-1 55
4 cis-3-Decene 140 C10H20 019398-86-8 55
5 2-Decene, (E)- 140 C10H20 020063-97-2 55
Abundance Scan 2608 (9.559 min): VU028417.D (-2598) (-) m/z 55.10 100.00%
41 69
5000
81 95
1 176 140 207 920 940 9.60 9.80
o et 2% Tm/z 69.05  63.33Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11514: 2-Nonene, (E)-
55
43
5000 b 920 940 9.60 9.80
126
2 8 o m/z 41.10 58.87%
ol 15 L
m/z--> 20 40 60 8|O l(I)O 12|O 14|10 liliO IEIEO 2(I)O
Abundance #11634: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
55 69
4l 9.20 9.40 9.60 9.80
5000 97 m/z 56.10 58.51%
111 126
27 ‘ ‘
0 ..1.5|....|...|....|....|....|....|....|....|....|....
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #11509: cis-2-Nonene
55 9.20 9.40 9.60 9.80
a1 m/z 43.10 40.94%
5000 70
29 126
\ T
o..l?,.‘:..‘i T YA S G
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 44 (DEL) Alkane: Cyclic9.71 Concentration Rank 42

R.T. EstConc Area Relative to ISTD R.T.

9.71 6.04 ug/L 144325 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 59
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 58
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 53
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 53
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 52

Abundance Scan 2655 (9.710 min): VU028417.D (-2645) (-) m/z 55.05 100.00%
55
97
41
5000
o 126 IR RS LA B
85
h || 77 5 || 111 | 9.40 9.60 9.80 10.00
o R 1 O OO 1 T 1 O O m/z 97.10 68.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
5000
a1 9.40 9.60 9.80 10.00
‘ 69 m/z 41.10 52.19%
29 126
0 ”I"'W'"'P"'iu"IJJ“I"ML"“?ﬁ:“I"'W"'}ﬁi"l“"l'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11623: Cyclohexane, 1-ethyl-4-methyl-, trans-
56 o7
9.40 9.60 9.80 10.00
5000 m/z 43.05 32.84%
41
69 126
29 ‘ 81
0 "I""I"'ml'""H""I""l"I""Hﬁ""‘I"""I""I""lll'l"'l""l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11619: Cyclohexane, 1-ethyl-4-methyl-, cis-
55 97 9.40 9.60 9.80 10.00
m/z 56.15 30.11%
5000 a1
69
29 ‘ 81 126
0 "I'lﬂ'I"'HI'""H""I"‘H"I""“ﬁ"""I"'"I""I""lll'l"'l""l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 45 (DEL) Alkane: Straight-Chai... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.

9.95 11.62 ug/L 277473 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 64
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 64
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 60
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 55
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 53

Abundance Scan 2730 (9.951 min): VU028417.D (-2712) (-) m/z 57.10 100.00%
57
43 71
5000
2
% 113 9.60 9.80 10.00 10.20
124 - - - -
ol el A2 27 sz 71.10  60.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19167: Nonane, 3-methyl-
57
71
5000 43
9.60 9.80 10.00 10.20
29 m/z 43.10 58.77%
85 112
O N L 1 AN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71 9.60 9.80 10.00 10.20
5000 m/z 41.10 51.08%
29 113
0 15 \‘ \‘\ [l mn 8 97 \‘ 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19170: Nonane, 3-methyl-
57 9.60 9.80 10.00 10.20
43 m/z 67.10 38.38%
71
5000 29
113
0 ]75 ‘\ “‘ \‘\ ‘\ ?\5 98 \‘ 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 46 (DEL) Alkane: Cyclicl0.04 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
10.04 7.03 ug/L 167940 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 72
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 72
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 64
4 Ethanone. 1-cvclohexvl- 126 C8H140 000823-76-7 53
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 53
Abundance Scan 2758 (10.041 min): VU028417.D (-2750) (-) m/z 83.10 100.00%
g3
41
5000
67
o7 126
109 9.80 10.00 10.20 10.40
o .'.J',..'..,.|..1.3,8....,....,....,210.7.. m/z 55.10 94.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11537: Cyclohexane, propyl-
55 83
5000 41 R RN U BN B
9.80 10.00 10.20 10.40
27 67 126 m/z 41.10 68.82%
0 || | I il |||I I'I'I 97 108
R I SURELELS SR SURLELILAS UL UL AL L UL SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11533: Cyclohexane, propyl-
55 83
" '9.80 10.00 10.20 10,40
5000 41 m/z 82.10 58.85%
27 67 126
0'}?PU"M”'“Iﬂm'l"EZ"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11540: Cyclohexane, propyl- L s i o e e
55 83 9.80 10.00 10.20 10.40
m/z 67.10 30.24%
5000 41
27 67 126
0"'IJL'Mh”wlﬂm'Nl'ﬁz"”I"”I"”I"”I"”I"” R RN U BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 47 (DEL) Alkane: Straight-Chai... Concentration Rank 74
R.T. EstConc Area Relative to ISTD R.T.

10.25 2.63 ug/L 62804 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 50
2 Decane. 2.5-dimethvl- 170 C12H26 017312-50-4 47
3 Octane. 2.5.6-trimethvl- 156 C11H24 062016-14-2 43
4 Heptane. 2.2.3.5-tetramethvl- 156 C11H24 061868-42-6 35
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 35

Abundance Scan 2823 (10.250 min): VU028417.D (-2818) (-) m/z 57.10 100.00%

5000
‘ | 8 109 124 10.00 10.20 10.40 10.60
O ey nﬂ.-H".-....,!...,....,...., m/z 43.10 50.53%

m/z--> 100 120 140 160

Abundance #19220. Heptane, 3-ethyl-2-methyl-

7
43
5000 LA L L L L L L
08 10.00 10.20 10.40 10.60
21 - m/z 41.10 44.81%
85
15 | L 113 127 142
0 i e e R R B
20 40 60

m/z--> 80 100 120 140 160
Abundance #38348: Decane, 2,5-dimethyl-
57
N e
10.00 10.20 10.40 10.60
5000 43 m/z 67.10 29.83%
71 g 98
o \ H‘ I S || 113 127 141 155 170
, et
m/z--> 60 80 100 120 140 160
Abundance #28443: Octane, 2,5,6-trimethyl- R B B M
57 10.00 10.20 10.40 10.60
m/z 56.10 19.95%
5000 43
29 70 85 99
S N JON - - S () S/, A W, N O
m/z--> 20 40 60 80 100 120 140 160 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 48 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
10.32 6.58 ug/L 171699 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 90
2 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 64
3 Octane. 2.5-dimethvl- 142 C10H22 015869-89-3 64
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 53
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 53
Abundance Scan 2845 (10.321 min): VU028417.D (-2832) (-) m/z 57.10 100.00%
57
43
5000 -
% 10.00 10.20 10.40 10.60
82 : : : :
o :.,~-...-.|',..11.? 1 142 1% | "m/z 43.10 68.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19173: Nonane, 4-methyl-
57
43
5000
7 10.00 10.20 10.40 10.60
29 o8 m/z 71.10 36.86%
o ,| 85 | 112 127 142

m/z--> 20 40 60 80 100 120 140 160 180

3

Abundance #19208: Heptane, 2,3,4-trimethyl-
43 57
10.00 10.20 10.40 10.60
5000 - m/z 70.10 36.77%
29
99
0 Ll 85 I
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19180: Octane, 2,5-dimethyl-
57 10.00 10.20 10.40 10.60
43 m/z 41.10 33.07%
5000
71
29 99
ob_15 || “« I ‘ 8 | 13 127 142
T T T T e T e T T e
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 49 Benzene, l-ethyl-2-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.68 14.27 ug/L 372446 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 2957 (10.681 min): VU028417.D (-2948) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 10.40 10.60 10.80 11.00
Ol gt bWl B0 207 h777150.10  31.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.40 10.60 10.80 11.00
m/z 77.10 13.88%
27 39 51 45 7( %1
0"'|m"f“w'fh'”H“"Uh'“f”"l“"l'“'l'“'l'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
10,40 10.60 10.80 11.00
5000 m/z 91.10 11.99%
120
15 27 %951 65 1T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 10.40 10.60 10.80 11.00
m/z 106.10 8.81%
5000
120
27 39 51 g5 77 91
0 ...,....‘,‘..“r.‘,‘.‘...“‘,..‘l.,‘a‘...‘,‘....,....,....,....,.... i
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00

SOMULM113018WMA.M Mon Dec 03 16:44:04 2018

Page: 51



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 50 (DEL) Alkane: Cyclicl0.75 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.75 14.75 ug/L 384909 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decene 140 C10H20 000872-05-9 93
2 4-Decene 140 C10H20 019689-18-0 81
3 1-Decene 140 C10H20 000872-05-9 80
4 3-Octene. (2)- 112 C8H16 014850-22-7 70
5 cis-3-Decene 140 C10H20 019398-86-8 62
Abundance Scan 2978 (10.749 min): VU028417.D (-2971) (-) m/z 55.10 100.00%
s P
5000 70
s ¥
‘ b mo 10140 10180 1080 1100
o} S | | R S/ . S S m/z 41.10 80.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17934: 1-Decene
1 % 4
5000
29 83 10.40 10.60 10.80 11.00
97 m/z 56.10 70.85%
| ok
0 'W'%?'P"II”"i'“'IJ! H"J!m"'|!*'l"Jl""M"'l}%ﬁl"“!"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17932: 4-Decene
g5
a1 69 10.40 10.60 10.80 11.00
5000 m/z 43.10 53.40%
140
‘ 83 97
0 III'"'I""I""I'*''I"l"'l""lI""'Il""'I""lI"'flil:!-ll"'l"''I""I""'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17936: 1-Decene
41 55 10.40 10.60 10.80 11.00
70 m/z 70.10 52.28%
5000 83 97
29
111
0 ..|.].'.5.|...£|....|....|.‘...|...H|‘....|‘l.‘..|..l.|....|‘l...|?'.2.5.|...]:T?...|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 51 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.81 35.02 ug/L 913963 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 91
2 Octane. 4-ethvl- 142 C10H22 015869-86-0 72
3 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 72
4 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 72
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 72
Abundance Scan 2997 (10.810 min): VU028417.D (-2990) (-) m/z 43.10 100.00%
4 g7
5000 71
85
99 142 10.40 10.60 10.80 11.00 11.20
) S| - ,..'|..,!|...",..1.1?,....,-....,....,....,?97.. m/z 57.10 98.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19158: Decane
43 57
5000
71 10.40 10.60 10.80 11.00 11.20
29 85 m/z 41.10 47 .77%
JLas 1| .|‘ | 99 us w4
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19161: Octane, 4-ethyl-
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
43 10.40 10.60 10.80 11.00 11.20
5000 71 m/z 71.15 39.25%
29 85 gg 112
N 142
0"W'l”l'”M\”h'N"W"LI'”'F”"P"W"”I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38340: Decane, 2,9-dimethyl-
8 10.40 10.60 10.80 11.00 11.20
m/z 85.15 24 _15%
5000 71
85
29
0 Ll L, 99 113 127 155
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 52 Mesitylene Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
10.97 4.85 ug/L 126681 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 81
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 81
3 Benzene. 1-ethvl-2-methvl- 120 C9H12 000611-14-3 81
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 81
5 Mesitylene 120 C9H12 000108-67-8 76
Abundance Scan 3047 (10.971 min): VU028417.D (-3039) (-) m/z 105.10 100.00%
105
5000
120
39 51 65 /7 A 10.60 10.80 11.00 11.20
Ok el Ml M0 207 h757150.10  26.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105
120
5000
10.60 10.80 11.00 11.20
m/z 91.05 13.72%
0 27 3 5I:!- u ?:5 73 gll n 11
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
10.60 10.80 11.00 11.20
5000 120 m/z 77.10 12.51%
28 39 51 77 91
0 .:.L‘Lullu‘...‘l‘..“ﬁ‘.|6‘.ﬁuumluu‘..|m..‘.“l‘....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl- e e e S ERLE
105 10.60 10.80 11.00 11.20
m/z 79.10 10.82%
5000
120
27 39 51 65 77 91
0"'|J“'M'Jhlw"M"M'Nm"r'“'l"“l"'w""w"' VNI BRI UL
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 53 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
11.11 4_.01 ug/L 104749 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 91
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 86
3 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 72
4 Octane. 2-bromo- 192 C8H17Br 000557-35-7 64
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 64
Abundance Scan 3090 (11.109 min): VU028417.D (-3084) (-) m/z 43.10 100.00%
43 71
57
5000
85 113 10.80 11.00 11.20 11.40
97
0 eyl 22T AL 256207 Tm/z 71.15  93.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28437: Nonane, 2,6-dimethyl-
43
57 1
5000
10.80 11.00 11.20 11.40
m/z 57.10 76 .41%
29 | 85 113
) S| Y P S LA MR A . Y -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71 10.80 11.00 11.20 11.40
5000 m/z 41.10 40.18%
29 113
0 15 \‘ \‘\ [l i & 97 \‘ 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19210: Heptane, 3,3,5-trimethyl-
7 10.80 11.00 11.20 11.40
m/z 70.15 35.04%
43 57
5000
29
0 L |, ‘\ 85 o7 1}3 127
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 54 Benzene, 1,2,4-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.15 11.70 ug/L 305270 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 93
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3103 (11.151 min): VU028417.D (-3096) (-) m/z 105.10 100.00%
105
5000 120
77 01
39 51 g5 10.80 11.00 11.20 11.40
Ot bl 389 207 75 100.10  45.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9421: Benzene, 1,2,4-trimethyl-
105
120
5000

10.80 11.00 11.20 11.40
m/z 77.10 13.30%

7 9
15 27 39 5L 65 ) )

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
UL U A
120 10.80 11.00 11.20 11.40
5000 m/z 91.05 11.23%

39 51 77 91
15 27 L 65 ly [l ‘\

O et e il e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9412: Benzene, 1,2,3-trimethyl- e B e o
105 10.80 11.00 11.20 11.40
m/z 119.10 10.09%
5000 120
N Y S B )
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 55 (DEL) Alkane: Straight-Chai... Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
11.33 2.87 ug/L 74770 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2-methvl- 170 C12H26 007045-71-8 53
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 53
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 50
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 50
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 47
Abundance Scan 3159 (11.331 min): VU028417.D (-3153) (-) m/z 57.10 100.00%
43
5000
| 11.00 11.20 1140 11.60
O s m/z 71.10 82 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38330: Undecane, 2-methyl-
43
57
5000 71
11.00 11.20 11.40 11.60
85 m/z 43.10 71.20%
0 || ‘ . "| 9 113 127 185 170
m/z--> 20 b 60 éo 100 150 140 160 180 200
Abundance #19197: Octane, 2,6-dimethyl-
57
1 USRI N IR IR
a1 11.00 11.20 11.40 11.60
5000 m/z 41.10 50.46%
29 a5 113
0 15 “ h‘ | \‘\ 97 ‘ 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester N EAREEEmEET
57 11.00 11.20 11.40 11.60
m/z 56.10 48.83%
43 71
5000 85
‘ 113
0"'I”L'N"wl'w'W"'??”J'I'”'I"”I"'W""P"' UL NN IR IR
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 56 (DEL) Alkane: Cyclicll1.40 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
11.40 4.76 ug/L 124312 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 64
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 64
3 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 58
4 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 58
5 Cyclohexane, (1-methylpropyl)- 140 C10H20 007058-01-7 49
Abundance Scan 3181 (11.401 min): VU028417.D (-3171) (-) m/z 83.10 100.00%
55 83
41
69
5000
I ||L l %7 111119 1T° 152 11.00 11.20 11.40 11.60 11.80
Ot et et et e e e e m/z 55.10 82.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17971: Cyclohexane, butyl-
55 a3
5000 41 LN SR B B
11.00 11.20 11.40 11.60 11.80
29 67 140 m/z 41.10 65.73%
0 'W'%?'P'JJP"L!"W'dLW"JIL"'I!"I”?ZP"}%%"P"'I”"I”"I”"I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17969: Cyclohexane, butyl-
83
55 11.00 11.20 1140 11.60 11.80
5000 m/z 82.10 57.61%
41
29 67 140
0 'W'%?'P'JJP"J“h"PwL'P'jﬂi“"fd"l“?zv"}ﬁ%"v"'I“"l“"l“"l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18027: Cyclohexane, (2-methylpropyl)- A HA B S I S
55 83 11.00 11.20 11.40 11.60 11.80
m/z 69.10 52.41%
5000 41
69 97
27
140
0“P“W“MVMM“W”AVJL““ﬁLWHAVHWH“&§VH4““V“W“ LU SR B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 57 Benzene, 1,2,3-trimethyl- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
11.57  6.30 ug/L 164327  1,4-Dichlorobenzene-d4  11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Benzene. 1.2.3-trimethvl- 120 coH12 000526-73-8 95

2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 87
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 87
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
Abundance Scan 3233 (11.569 min): VU0284dl)7.D (-3226) (-) m/z 105.10 100.00%
105
5000 120
43 1
s | 5( | 7o 91 15 11.20 11.40 11.60 11.80
Obrrprrrrrrrrrra bttt il b bl il et | m/z 120.10  43.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
AN
5000 LA L L L L B L LB
120 11.20 11.40 11.60 11.80
77 m/z 71.10 27 .12%
O rrrrrrprrr e prrr e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105
11.20 11.40 11.60 11.80
5000 m/z 43.10 21.11%
120
39 51 65 A ‘
BT RO [N NUUONY OOV RSSO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 11.20 11.40 11.60 11.80
m/z 77.00 13.97%
5000
120
a9 77 91
AN RN R RO NSSSSSSUSMSUUUMMRN) R PO 1 0\ V1 A W,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 58 (DEL) Alkane: Straight-Chai... Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.
11.61 2.80 ug/L 73100 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 64
2 Tetradecane 198 C14H30 000629-59-4 64
3 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 64
4 2.6-Dimethvldecane 170 C12H26 013150-81-7 59
5 Decane, 2-methyl- 156 C11H24 006975-98-0 59
Abundance Scan 3246 (11.610 min): VU028417.D (-3241) (-) m/z 57.10 100.00%
g7
5000
11.20 11.40 11.60 11.80 12.00
0 m/z 43.10 98.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28430: Decane, 2-methyl-
43
57
5000
27 1 11.20 11.40 11.60 11.80 12.00
85 m/z 71.10 49 .14%
obows L L ] e M7 107 141 156
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
43 i
71 11.20 11.40 11.60 11.80 12.00
5000 a5 m/z 41.10 45 _25%
29
99
0 Ll ‘ A 118127 141 155 160 198
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #38340: Decane, 2,9—dimethy|— [frr T[T rrrr[rr T[T
L 11.20 11.40 11.60 11.80 12.00
m/z 85.10 25.92%
5000 71
85
29
8 O NP
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 59 (DEL) Alkane: Straight-Chai... Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
11.70 2.84 ug/L 74150 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3-methvl- 156 C11H24 013151-34-3 87
2 Decane. 3-methvl- 156 C11H24 013151-34-3 72
3 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 72
4 Octadecane. l1l-iodo- 380 C18H37I1 000629-93-6 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64
Abundance Scan 3274 (11.700 min): VU028417.D (-3267) (-) m/z 57.10 100.00%
57
43 71
5000 -
97 126 11.40 11.60 11.80 12.00
Ol el B0 0”207 Tm/z 43.10 55.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28429: Decane, 3-methyl-
57
43 n
5000 85
29 11.40 11.60 11.80 12.00
m/z 71.10 54 .28%
126
ol 14 b B2 | 156
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28436: Decane, 3-methyl-
57
43
71 11.40 11.60 11.80 12.00
5000 m/z 41.10 44 _97%
29 85
127
0 N Al 98 112 ") 140 156
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28441: Nonane, 3,7—dimethy|— LA L L L B B
57 11.40 11.60 11.80 12.00
m/z 85.10 36.27%
43 71
5000
29 85
0 J A o7 111 1%7 141 156
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 60 (Z)-1-Phenylpropene Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
11.77 5.04 ug/L 131611 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 83
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
3 Indane 118 C9H10 000496-11-7 53
4 Deltacvclene 118 C9H10 007785-10-6 52
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 52

Abundance Scan 3296 (11.771 min): VU028417.D (-3287) (-) m/z 117.10 100.00%
117
5000
91 105
39 58 77 L, 207 11.40 11.60 11.80 12.00
(o} A B A B m/z 118.10 46.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8954: (2)-1-Phenylpropene
117
5000
91 11.40 11.60 11.80 12.00
30 51 63 4 108 m/z 115.10 33.20%
0 ||1|5||2'|7||'||||||=|I|I|i|||"=||||'||:||'|||||I|||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8966: Benzene, cyclopropyl-
117
11,40 11.60 11.80 12.00
5000 o1 m/z 119.10 28.62%
39 51 63
77 103
0 O O W | N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117 11.40 11.60 11.80 12.00
m/z 105.10 24 .06%
5000
91
63
sz P T el
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00

SOMULM113018WMA .M Mon

Dec 03 16:44:13 2018

Page: 62



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 61 (DEL) Alkane: Cyclicl1.98 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.98 8.70 ug/L 226995 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Undecene. (E)- 154 C11H22 000693-62-9 90
2 4-Undecene. (E)- 154 C11H22 000693-62-9 90
3 4-Undecene. (2)- 154 C11H22 000821-98-7 87
4 1-Undecene 154 C11H22 000821-95-4 83
5 3-Undecene, (2)- 154 C11H22 000821-97-6 81
Abundance Scan 3361 (11.980 min): VU028417.D (-3349) (-) m/z 55.10 100.00%
41 55
70
5000 83
I I I I I

115
126134 154 11.60 11.80 12.00 12.20

Ot e el m/z 41.10 88.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27027: 4-Undecene, (E)-
55
41
69
5000 [TT T[T r[rrrrrrrrpr
29 11.60 11.80 12.00 12.20
154 m/z 43.10 78.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27039: 4-Undecene, (E)-
56
41
69 11.60 11.80 12.00 12.20
5000 m/z 70.10 74.31%
29 83
154
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27033: 4-Undecene, (2)- [T T T T T
41 56 11.60 11.80 12.00 12.20
m/z 56.10 70.41%
69
5000 29
83 154
Obrrprrrrprrfprrr] |“| “I‘ |“| “I 1|1‘1 |126| SRR
TT T T T T T T T T T T P T T T T P T T T T T T T T T T T T T T T T _rl_'_l_l—l_l_'_'_'—rl_'_l_'—rl_'_l_'—r'_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 62 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.02 28.90 ug/L 754285 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Undecane 156 C11H24 001120-21-4 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Decane. 2.4-dimethvl- 170 C12H26 002801-84-5 80
5 Tridecane 184 C13H28 000629-50-5 78
Abundance Scan 3373 (12.019 min): VU028417.D (-3366) (-) m/z 57.10 100.00%
43 57
5000 71
85
98 156 11.80 12.00 12.20 12.40
ol e s 27wz 43.10  90.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28421: Undecane
43 g7
5000 71
- 11.80 12.00 12.20 12.40
29 m/z 71.10 46.17%
oL 15 L , || 99 113 127 156
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #28425: Undecane
43 57
11.80 12.00 12.20 12.40
5000 71 m/z 41.10 42 .52%
29 85
o Lol gy 99 118 127 196
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane e A RREES Sn s
5 5 11.80 12.00 12.20 12.40
4 o m/z 85.15 24_15%
5000 g5
29
99
0 I ‘ Mo 118 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 63 o0-Cymene Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
12.18 3.15 ug/L 82101 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 93
2 p-Cvmene 134 C10H14 000099-87-6 81
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 76
4 o-Cvmene 134 C10H14 000527-84-4 76
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 76
Abundance Scan 3423 (12.179 min): VU028417.D (-3417) (-) m/z 119.10 100.00%
119
5000 55 97
a1 69 g 134
111 154 11.80 12.00 12.20 12.40
0 m/z 97.10 36.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14811: o-Cymene
119
5000 RSN AU BV I
11.80 12.00 12.20 12.40
o1 134 m/z 55.10 35.94%
27 4 &5 65 7 103
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14807: p-Cymene

11.80 12.00 12.20 12.40
m/z 134.20 29.30%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-

11.80 12.00 12.20 12.40
m/z 69.10 23.58%

5000

I I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 64 Benzene, l-ethenyl-3-ethyl- Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
12.36 6.44 ug/L 168180 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 81
2 (BE)-1-Phenvl-1-butene 132 C10H12 001005-64-7 81
3 Indan. 1-methvl- 132 C10H12 000767-58-8 76
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 70
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 64
Abundance Scan 3479 (12.360 min): VU028417.D (-3469) (-) m/z 117.10 100.00%
117
5000
43 57 71 o1 132
102 12.00 12.20 12.40 12.60
o e 28 Tn/z 57.10 34.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
147
5000 132

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14051: (E)-1-Phenyl-1-butene
117
5000 o1 132
g 39 1 65 77 103
o i T Y et |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117
5000
132
91
27 39 51 65 77 | 103 ‘
0 ...,.‘...,..‘..‘,‘:‘...,..‘..,...l‘,.a.‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200

12.00 12.20 12.40 12.60

m/z 115.05 31.79%

12.00 12.20 12.40 12.60

m/z 43.10 29 .59%

12.00 12.20 12.40 12.60

m/z 132.10 28.02%

12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 65 (DEL) Alkane: Cyclicl2.61 Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
12.61 3.86 ug/L 100602 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (1-methvlethvl)- 126 C9H18 000696-29-7 62
2 (2-Methvlbutvl)cvclohexane 154 C11H22 054105-77-0 62
3 Cvclohexane. (l1l-ethvlpropvl)- 154 C11H22 026321-98-2 58
4 Cvclohexane. (l1-methvlethvl)- 126 C9H18 000696-29-7 58
5 Cyclohexanone, 3,3,5,5-tetramethyl- 154 C10H180 014376-79-5 46
Abundance Scan 3557 (12.610 min): VU028417.D (-3548) (-) m/z 83.10 100.00%
a3
5000
12.20 12.40 12.60 12.80 13.00
o} m/z 55.10 91.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11583: Cyclohexane, (1-methylethyl)-
55 a3
5000 41 R UM SRR SURIN B
o7 1220 12.40 12.60 12.80 13.00
m/z 41.10 65.58%
27 126
oL 15 97 111
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27074: (2-Methylbutyl)cyclohexane
a 12.20 12.40 12.60 12.80 13.00
5000 69 m/z 82.10 60.30%
125
29
Ll ]
0|:|I-4|.||H|||H|||l||‘l“||“|‘l||l|||||||‘|||||||‘||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27080: Cyclohexane, (1-ethylpropyl)- L T e B
56 83 12.20 12.40 12.60 12.80 13.00
69 m/z 69.10 53.23%
5000 a1 125
154
m/z--> 20 40 60 80 100 120 140 160 180 200 12/20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 66 Benzene, l-ethyl-2,4-dimethyl- Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
12.70 4.80 ug/L 125188 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 93
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 81
3 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 81
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 81
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 81

Abundance Scan 3585 (12.700 min): VU028417.D (-3578) (-) m/z 119.10 100.00%
119
5000 134
105 12.40 12.60 12.80 13.00
0 .,....,....”‘ |||I| .|.|.|I I....] IIII.”|.|||1|59||””|””|2|97” m/z 134.15 44 _71%
m/z--> 0 20 40 80 100 120 140 160 180 200
Abundance #14881. Benzene, 1-ethyl-2,4-dimethyl-
119
5000

12.40 12.60 12.80 13.00
., 3 134 m/z 43.10  28.24%
g 39 51 65 L | 105

15 2 . ol
T A B o o o o B N L
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14871: Benzene, 1,2,4,5-tetramethyl-
119
134 12.40 12.60 12.80 13.00
5000 m/z 71.10 21.94%
27 39 51 65 77 gﬁ 105 | |
0 .,....,.‘...,‘..‘.‘.,.‘...‘,....,.‘..‘.‘,...‘.,.... R EEEEE RS
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 41.10 18.50%
5000 134
91
NI . A (P OS5 AL
m/z--> 0 20 40 60 80 100 120 140 160 180 200 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 67 (DEL) Alkane: Straight-Chai... Concentration Rank 73

R.T. EstConc Area Relative to ISTD R.T.
12.83 2.66 ug/L 69436 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.9-dimethvl- 184 C13H28 017301-26-7 59
2 Undecane. 3-methvl- 170 C12H26 001002-43-3 53
3 Borane. diethvl(decvloxv)- 226 C14H31BO 1000152-34-3 47
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 47
5 Tetradecane 198 C14H30 000629-59-4 47

Abundance Scan 3625 (12.829 min): VU028417.D (-3618) (-) m/z 57.10 100.00%
g7
43 71
5000 85
g9 M9 140 12.60 12.80 13.00 13.20
O e et A e e e M7z 43.10  59.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48865: Undecane, 2,9-dimethyl-
g7
5000 43 71
g5 12.60 12.80 13.00 13.20
29 % m/z 71.10 55.13%
0 | l ) © 113126 141 1%° 169 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38335: Undecane, 3-methyl-
57
43 12.60 12.80 13.00 13.20
5000 - m/z 56.10 40.57%
85
29
o J ‘L L, 99 112 126 141 155 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82843: Borane, diethyl(decyloxy)- TR T
57 12.60 12.80 13.00 13.20
m/z 85.10 39.50%
71 85
5000 43
141
29 99
o ‘ L Ll | 124 155 169 197 226
ryrrrryrrTry T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 68 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
12.96 3.28 ug/L 85536 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 81
3 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 81
4 Benzene. (l1-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 76
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 76
Abundance Scan 3666 (12.961 min): VU028417.D (-3659) (-) m/z 117.10 100.00%
117
5000
105 132
91
39 o1 65 77 | 48 e 12.60 12.80 13.00 13.20
ol POVTH T L m/z 105.10  35.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethy!l-
147
132
5000 R AR SR SR
12.60 12.80 13.00 13.20
m/z 132.15 34.01%

04
m/z--> 20 40 60 80 100 120 140 160
Abundance #14033: 3-Phenylbut-1-ene
117
12.60 12.80 13.00 13.20
5000 m/z 115.10 32.17%
91 132
27 39 51 g5 T7 ‘ 105
| iy il i ! Ll Il Al
Ot e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117 12.60 12.80 13.00 13.20
m/z 106.10 27 .66%
132
5000
ot 105
g @ o ST |
O A B L B B e o
m/z--> 20 40 60 80 100 120 140 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 69 1-Octyl trifluoroacetate Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
13.08 3.47 ug/L 90674 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octvl trifluoroacetate 226 C10H17F302 002561-21-9 58
2 1-Dodecene 168 C12H24 000112-41-4 53
3 Cvclooctane. methvl- 126 C9H18 001502-38-1 53
4 2-Dodecene. (2)- 168 C12H24 007206-26-0 46
5 7-Tetradecene, (E)- 196 C14H28 041446-63-3 46
Abundance Scan 3703 (13.080 min): VU028417.D (-3696) (-) m/z 41.10 100.00%
a1 119
55 69
5000
12.80 13.00 13.20 13.40
Ob bt m/z 119.10 88.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82211: 1-Octyl trifluoroacetate
41 55
83
5000
12.80 13.00 13.20 13.40
29 97 157 m/z 43.10 86 .89%
112
SR O 2 W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36735: 1-Dodecene
41 55
6o O o 12.80 13.00 13.20 13.40
5000 - m/z 55.10 80.73%
‘ 111
olas Il gl Ji ] ] 125 140455 168
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #11535: Cyclooctane, methyl- e
55 12.80 13.00 13.20 13.40
a1 69 m/z 69.10 77.77%
5000
83 g7 111
Ll b g ] T
Y IIII""IIII I'"'I"''I""I""I""I""I""IIIII IR AR AU A
m/z--> 60 100 120 140 160 180 200 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 70 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.12 28.24 ug/L 736815 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 70
2 Dodecane 170 C12H26 000112-40-3 55
3 Undecane 156 C11H24 001120-21-4 43
4 Heptane. 3.4-dimethvl- 128 C9H20 000922-28-1 43
5 Tetradecane 198 C14H30 000629-59-4 43

Abundance Scan 3716 (13.122 min): VU028417.D (-3708) (-) m/z 57.10 100.00%

43 97

5000

134 12.80 13.00 13.20 13.40
170 : : - :
ol 151 191 209 m/z 43.10 85.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38315: Dodecane

43

5000
12.80 13.00 13.20 13.40

m/z 71.10 50.06%

98 112 127 141

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38318: Dodecane
57
43
12.80 13.00 13.20 13.40
5000 1 m/z 41.10 42.56%
85
99 113 170
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28425: Undecane S ma T o,
43 57 12.80 13.00 13.20 13.40
m/z 117.10 33.78%
5000 71
85
0 M ‘\ L) | 9 usiy 1%
e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 71 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.28 7.56 ug/L 197341 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 58
2 Dodecane. 6-methvl- 184 C13H28 006044-71-9 58
3 Sulfurous acid. butvl octvl ester 250 C12H2603S 1000309-17-5 49
4 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 49
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 47
Abundance Scan 3765 (13.279 min): VU028417.D (-3757) (-) m/z 57.10 100.00%

5000
104
115 132141151 166 13.00 13.20 13.40 13.60
o !.,....,.”.,... m/z 43.10 40.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57
5000 43
71 13.00 13.20 13.40 13.60
m/z 71.10 39.43%
29 g5 98 113
o e 22l A0 153 169 184
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48847: Dodecane, 6-methyl-
5[7

13.00 13.20 13.40 13.60
5000 43 m/z 41.10 24.66%

71
29 98
o W ‘w 85 7 M2 156 140 155 160 184
el S by 126 140 195 169 184
mz--> 20 40 60 8 100 120 140 160 180

Abundance 101974: Sulfurous acid, butyl octyl ester e R
57 13. 00 13. 20 13. 40 13 60

m/z 56.10 15.47%

5000 n
o ‘\ “ L) 8 a7 118455 139 165 177

m/z--> 20 60 80 100 120 140 160 180 13 00 13.20 13.40 13.60

H

SOMULM113018WMA.M Mon Dec 03 16:44:22 2018 Page: 73



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 73 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
14.14 5.52 ug/L 144121 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Tridecane 184 C13H28 000629-50-5 93
3 Tetradecane 198 C14H30 000629-59-4 80
4 Dodecane 170 C12H26 000112-40-3 80
5 Hexadecane 226 C16H34 000544-76-3 74
Abundance Scan 4033 (14.141 min): VU028417.D (-4025) (-) m/z 57.10 100.00%
57
43
71
5000
13.80 14.00 14.20 14.40
b Hlb el e m/z 43.10 75.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
a3 ¥
71
5000
85 13.80 14.00 14.20 14.40
29 m/z 71.10 54 .33%
oL, 18 ) 99 113 127 141 155 184
m/z--> 20 40 60 80 100 150 140 160 180 200
Abundance #48831: Tridecane
43 57
13.80 14.00 14.20 14.40
5000 71 m/z 41.10 43.15%
29 85
o \“ Al ‘ ‘ 99 113 127 141 155 184
m/z--> 20 40 65 éo 100 150 140 160 180 200
Abundance #59879: Tetradecane R ARRE
57 13.80 14.00 14.20 14.40
43 - m/z 85.10 33.77%
5000 85
29
oL 15 1 “\ o, 9\\9 113 127 141 155 169 198
m/z--> 20 40 6|0 8IO 100 150 14'10 1('30 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU113018\
Data File : VvU028417.D

Aca On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.06a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 75 Naphthalene, 1-methyl- Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
15.06 2.61 ug/L 68236 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 97
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 95
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 95
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 94
5 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
Abundance Scan 4319 (15.060 min): VU028417.D (-4310) (-) m/z 142.05 100.00%
142
5000 115 f& !
39 50 63 77 89 126 14.80 15.00 15.20 15.40
Ob s s 202 220 L A91 208 1 L 7941.15  90.30%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19233: Naphthalene, 2-methyl-
142
5000
115 14.80 15.00 15.20 15.40

m/z 115.10 44 _60%

27 39 51 63 74 89 195 | 126
A T T I LI I T T T I T T T
mz-> 20 40 60 80 100 120 140 160 180 200

Abundance #19232: Naphthalene, 1-methyl-
142
14.80 15.00 15.20 15.40
5000 s m/z 143.10 12.51%
27 39 51 % 74 8 100 | 126 ||
I B o e o I L LB B I i o e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142 14.80 15.00 15.20 15.40
m/z 63.00 10.36%
5000
115
0 39 58 71 89 1020 | 126 |
I o B I L B 6 B (O B8 LALAN i i i i o i
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VvU028417.D

Acq On : 30 Nov 2018 12:50

Operator : MD/SY

Sample : J6077-06

Misc : 6.069/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Cyc... 1.84 5.5 ug/L 104214 1 5.88 941613 50.0
(DEL) Alkane: Str... 1.88 24_4 ug/L 458752 1 5.88 941613 50.0
(DEL) Alkane: Cyc... 2.00 3.4 ug/L 63103 1 5.88 941613 50.0
(DEL) Alkane: Cyc... 2.14 4.8 ug/L 89523 1 5.88 941613 50.0
(DEL) Alkane: Cyc... 2.60 3.0 ug/L 56726 1 5.88 941613 50.0
(DEL) Alkane: Str... 2.71 13.8 ug/L 260039 1 5.88 941613 50.0
(DEL) Alkane: Cyc... 2.76 4.6 ug/L 87357 1 5.88 941613 50.0
(DEL) Alkane: Str... 2.96 8.4 ug/L 157792 1 5.88 941613 50.0
(DEL) Alkane: Cyc... 3.18 12.6 ug/L 237085 1 5.88 941613 50.0
(DEL) Alkane: Str... 3.28 33.2 ug/L 625055 1 5.88 941613 50.0
(DEL) Alkane: Cyc... 3.53 3.8 ug/L 72064 1 5.88 941613 50.0
Cyclobutene, 3,3-... 3.71 3.1 ug/L 58219 1 5.88 941613 50.0
(DEL) Alkane: Cyc... 4.07 18.1 ug/L 340861 1 5.88 941613 50.0
Cyclopentene, 1-m... 4.76 7.7 ug/L 145352 1 5.88 941613 50.0
(DEL) Alkane: Str... 5.06 6.9 ug/L 130270 1 5.88 941613 50.0
(DEL) Alkane: Str... 5.21 14.4 ug/L 271938 1 5.88 941613 50.0
(DEL) Alkane: Cyc... 5.47 7.2 ug/L 134623 1 5.88 941613 50.0
(DEL) Alkane: Cyc... 5.54 4.4 ug/L 82511 1 5.88 941613 50.0
(DEL) Alkane: Cyc... 5.61 11.1 ug/L 208979 1 5.88 941613 50.0
(DEL) Alkane: Cyc... 5.66 11.2 ug/L 210213 1 5.88 941613 50.0
(DEL) Alkane: Str... 5.77 46.2 ug/L 870140 1 5.88 941613 50.0
1,3-Pentadiene, 2... 6.21 4.6 ug/L 86870 1 5.88 941613 50.0
(DEL) Alkane: Cyc... 6.63 7.7 ug/L 144996 1 5.88 941613 50.0
(DEL) Alkane: Cyc... 6.73 4.4 ug/L 82192 1 5.88 941613 50.0
(DEL) Alkane: Cyc... 6.90 7.2 ug/L 136286 1 5.88 941613 50.0
Cyclopentene, 1,5... 7.06 8.6 ug/L 161528 1 5.88 941613 50.0
(DEL) Alkane: Str... 7.17 14.7 ug/L 276084 1 5.88 941613 50.0
(DEL) Alkane: Str... 7.34 6.2 ug/L 116486 1 5.88 941613 50.0
Cyclohexene, 1-me... 7.42 9.5 ug/L 178899 1 5.88 941613 50.0
(DEL) Alkane: Cyc... 7.72 10.5 ug/L 251600 2 9.09 1194250 50.0
(DEL) Alkane: Cyc... 7.91 7.1 ug/L 170573 2 9.09 1194250 50.0
(DEL) Alkane: Cyc... 8.04 3.3 ug/L 79379 2 9.09 1194250 50.0
Cyclopentene, 1,2... 8.09 3.0 ug/L 71049 2 9.09 1194250 50.0
(DEL) Alkane: Cyc... 8.49 4.2 ug/L 99626 2 9.09 1194250 50.0
(DEL) Alkane: Cyc... 8.54 6.7 ug/L 160184 2 9.09 1194250 50.0
(DEL) Alkane: Cyc... 8.60 4.4 ug/L 104150 2 9.09 1194250 50.0
(DEL) Alkane: Cyc... 8.75 6.2 ug/L 147351 2 9.09 1194250 50.0
Ether, hexyl pentyl 8.91 6.5 ug/L 154714 2 9.09 1194250 50.0
(DEL) Alkane: Str... 9.03 9.2 ug/L 220748 2 9.09 1194250 50.0
(DEL) Alkane: Str... 9.44 38.6 ug/L 921992 2 9.09 1194250 50.0
(DEL) Alkane: Cyc... 9.56 3.9 ug/L 93966 2 9.09 1194250 50.0
(DEL) Alkane: Cyc... 9.71 6.0 ug/L 144325 2 9.09 1194250 50.0
(DEL) Alkane: Str... 9.95 11.6 ug/L 277473 2 9.09 1194250 50.0
(DEL) Alkane: Cyc... 10.04 7.0 ug/L 167940 2 9.09 1194250 50.0
(DEL) Alkane: Str... 10.25 2.6 ug/L 62804 2 9.09 1194250 50.0
(DEL) Alkane: Str... 10.32 6.6 ug/L 171699 3 11.48 1304770 50.0
Benzene, l-ethyl-_... 10.68 14.3 ug/L 372446 3 11.48 1304770 50.0
(DEL) Alkane: Cyc... 10.75 14.8 ug/L 384909 3 11.48 1304770 50.0
(DEL) Alkane: Str... 10.81 35.0 ug/L 913963 3 11.48 1304770 50.0
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Mesitylene 10.97 4.8 ug/L 126681 3 11.48 1304770 50.0
(DEL) Alkane: Str... 11.11 4.0 ug/L 104749 3 11.48 1304770 50.0
Benzene, 1,2,4-tr... 11.15 11.7 ug/L 305270 3 11.48 1304770 50.0
(DEL) Alkane: Str... 11.33 2.9 ug/L 74770 3 11.48 1304770 50.0
(DEL) Alkane: Cyc... 11.40 4.8 ug/L 124312 3 11.48 1304770 50.0
Benzene, 1,2,3-tr... 11.57 6.3 ug/L 164327 3 11.48 1304770 50.0
(DEL) Alkane: Str... 11.61 2.8 ug/L 73100 3 11.48 1304770 50.0
(DEL) Alkane: Str... 11.70 2.8 ug/L 74150 3 11.48 1304770 50.0
(2)-1-Phenylpropene  11.77 5.0 ug/L 131611 3 11.48 1304770 50.0
(DEL) Alkane: Cyc... 11.98 8.7 ug/L 226995 3 11.48 1304770 50.0
(DEL) Alkane: Str... 12.02 28.9 ug/L 754285 3 11.48 1304770 50.0
0-Cymene 12.18 3.1 ug/L 82101 3 11.48 1304770 50.0
Benzene, l-etheny... 12.36 6.4 ug/L 168180 3 11.48 1304770 50.0
(DEL) Alkane: Cyc... 12.61 3.9 ug/L 100602 3 11.48 1304770 50.0
Benzene, 1l-ethyl-... 12.70 4.8 ug/L 125188 3 11.48 1304770 50.0
(DEL) Alkane: Str... 12.83 2.7 ug/L 69436 3 11.48 1304770 50.0
Benzene, 2-etheny... 12.96 3.3 ug/L 85536 3 11.48 1304770 50.0
1-Octyl trifluoro... 13.08 3.5 ug/L 90674 3 11.48 1304770 50.0
(DEL) Alkane: Str... 13.12 28.2 ug/L 736815 3 11.48 1304770 50.0
(DEL) Alkane: Str... 13.28 7.6 ug/L 197341 3 11.48 1304770 50.0
(DEL) Alkane: Str... 14.14 5.5 ug/L 144121 3 11.48 1304770 50.0
Naphthalene, 1-me... 15.06 2.6 ug/L 68236 3 11.48 1304770 50.0
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