LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

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

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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 height area % max. total
1 1.395 58 69 81 rBV3 369659 481025 25.71% 1.365%
2 1.640 139 145 156 rBV 243214 261528 13.98% 0.742%
3 1.694 157 162 170 rVvv 134117 140485 7.51% 0.399%
4 1.836 198 206 212 rBvY 71789 99413 5.31% 0.282%
5 1.881 212 220 243 rVB 313374 474977 25.39% 1.348%
6 1.997 248 256 266 rvVB 47470 68694 3.67% 0.195%
7 2.141 293 301 312 rvB2 56581 87724  4.69% 0.249%
8 2.238 320 331 345 rBV 402498 629397 33.65% 1.786%
9 2.710 468 478 488 rvv2 132948 268217 14.34% 0.761%
10 2.762 488 494 509 rvV5 40646 86071 4_60% 0.244%

11 2.968 540 558 577 rVB 73281 161616 8.64% 0.459%
12 3.177 605 623 638 rBv2 111782 248016 13.26% 0.704%
13 3.276 638 654 678 rVB 303641 646028 34 .54% 1.834%
14 3.534 726 734 751 rVB 32123 70006 3.74% 0.199%
15 3.717 776 791 807 rBV5 19458 63091 3.37% 0.179%

16 4.071 882 901 920 rBVv3 132050 355300 18.99% 1.008%
17 4.189 920 938 981 rBv2 133572 481770 25.75% 1.367%
18 4.646 1059 1080 1099 rBvV 286888 725407 38.78% 2.059%
19 4.765 1104 1117 1133 rVB3 62444 143043 7.65% 0.406%
20 4.977 1167 1183 1196 rBV3 144943 357996 19.14% 1.016%

21 5.054 1196 1207 1233 rVB9 39930 136145 7.28% 0.386%
22 5.206 1236 1254 1272 rBV2 106850 276504 14.78% 0.785%
23 5.331 1272 1293 1303 rBV2 659425 1870621 100.00% 5.309%
24 5.469 1325 1336 1345 rBv4 61180 133856 7.16% 0.380%
25 5.611 1369 1380 1387 rBv2 102070 212095 11.34% 0.602%

26 5.656 1388 1394 1414 rVB3 111955 225565 12.06% 0.640%
27 5.771 1414 1430 1443 rBvV 443663 876764 46.87% 2.488%
28 5.881 1451 1464 1476 rBV 637414 1287840 68.85% 3.655%
29 6.212 1550 1567 1587 rBv4 40682 98473 5.26% 0.279%
30 6.328 1588 1603 1614 rBV 422607 877731 46.92% 2.491%

31 6.405 1615 1627 1641 rVB3 279751 630625 33.71% 1.790%
32 6.633 1683 1698 1712 rBV 76690 146843 7.85% 0.417%
33 6.733 1712 1729 1742 rVB2 40370 83432 4._.46% 0.237%
34 6.839 1743 1762 1770 rBVS8 25860 88182 4.71% 0.250%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

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

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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

35 6.897 1770 1780 1802 rVB5 54614 141219 7.55% 0.401%

36 7.064 1820 1832 1840 rBV 80605 164154 8.78% 0.466%
37 7.173 1856 1866 1874 rBV2 177874 302345 16.16% 0.858%
38 7.225 1874 1882 1901 rVB 267908 543925 29.08% 1.544%
39 7.337 1907 1917 1924 rBV 74438 123857 6.62% 0.352%
40 7.424 1934 1944 1958 rVB3 91784 182427 9.75% 0.518%

41 7.524 1962 1975 1977 rBvV2 126357 170779 9.13% 0.485%
42 7.562 1978 1987 2001 rVB 835940 1488776 79.59% 4._.225%
43 7.636 2001 2010 2022 rBvV2 113816 226905 12.13% 0.644%
44 7.723 2023 2037 2047 rBv4 128950 258978 13.84% 0.735%
45 7.816 2057 2066 2073 rBV 456278 748458 40.01% 2.124%

46 7.910 2087 2095 2108 rVB3 99246 183149 9.79% 0.520%
47 8.041 2127 2136 2144 rBV3 46699 75001 4._.01% 0.213%
48 8.093 2144 2152 2162 rBV3 43140 74296 3.97% 0.211%
49 8.321 2211 2223 2237 rBV2 654353 1235377 66.04% 3.506%
50 8.485 2268 2274 2282 rVB5 64134 100868 5.39% 0.286%

51 8.543 2282 2292 2299 rBV2 97700 159864 8.55% 0.454%
52 8.604 2305 2311 2332 rVB3 76632 152790 8.17% 0.434%
53 8.749 2346 2356 2368 rVB7 77644 156555 8.37% 0.444%
54 8.906 2398 2405 2414 rVB3 107945 162204 8.67% 0.460%
55 9.029 2433 2443 2451 rVB2 142351 219668 11.74% 0.623%

56 9.090 2451 2462 2475 rBvV 946403 1624612 86.85% 4.611%
57 9.250 2503 2512 2523 rBV 105686 175485 9.38% 0.498%
58 9.373 2540 2550 2563 rVB2 320940 546563 29.22% 1.551%
59 9.440 2563 2571 2597 rVB 581283 956334 51.12% 2.714%
60 9.559 2597 2608 2626 rBV6 45740 106062 5.67% 0.301%

61 9.713 2644 2656 2666 rBv4 76256 155594 8.32% 0.442%
62 9.778 2667 2676 2686 rBV 124124 209829 11.22% 0.596%
63 9.948 2711 2729 2740 rBvV2 139079 285406 15.26% 0.810%
64 10.045 2750 2759 2768 rBV5 92904 177819 9.51% 0.505%
65 10.164 2788 2796 2805 rBV5 35148 68241 3.65% 0.194%

66 10.254 2817 2824 2831 rVB3 52008 70916 3.79% 0.201%
67 10.318 2831 2844 2850 rBV3 90591 181010 9.68% 0.514%
68 10.437 2869 2881 2893 rBV 652987 1151567 61.56% 3.268%
69 10.681 2948 2957 2971 rBV 177934 393135 21.02% 1.116%
70 10.755 2971 2980 2990 rVVv2 198972 392040 20.96% 1.113%

71 10.813 2990 2998 3019 rVB 601321 913582 48.84% 2.593%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

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

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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
72 10.906 3020 3027 3039 rBvY 27080 67597 3.61% 0.192%

73 10.974 3040 3048 3055 rBV2 80095 120637 6.45% 0.342%
74 11.112 3084 3091 3096 rBV2 79130 117044 6.26% 0.332%
75 11.147 3096 3102 3116 rVB 205587 317582 16.98% 0.901%

76 11.334 3153 3160 3169 rVB6 47706 78569 4._.20% 0.223%
77 11.398 3171 3180 3186 rBV2 78794 130101 6.95% 0.369%
78 11.485 3196 3207 3217 rBV 1145366 1783410 95.34% 5.062%
79 11.569 3226 3233 3241 rBV2 119995 174402 9.32% 0.495%

80 11.607 3241 3245 3254 rVB 58501 74641 3.99% 0.212%
81 11.700 3267 3274 3283 rVB3 51248 73880 3.95% 0.210%
82 11.771 3286 3296 3303 rVV3 80663 150679 8.06% 0.428%
83 11.810 3303 3308 3314 rVVv 64831 92348 4.94% 0.262%

84 11.861 3314 3324 3345 rVB 999740 1696847 90.71% 4.816%
85 11.977 3350 3360 3366 rBv4 135849 219652 11.74% 0.623%

86 12.022 3366 3374 3393 rVB 579046 865258 46.26% 2.456%
87 12.176 3417 3422 3430 rVB3 62555 87135 4.66% 0.247%
88 12.247 3437 3444 3452 rVB3 68397 113655 6.08% 0.323%
89 12.356 3470 3478 3486 rBV3 105145 165053 8.82% 0.468%
90 12.610 3548 3557 3562 rBv4 69771 111776 5.98% 0.317%

91 12.700 3578 3585 3592 rBV2 80119 126004 6.74% 0.358%

92 12.826 3617 3624 3635 rVV5 43544 85338 4_56% 0.242%
93 12.964 3659 3667 3681 rVB 66346 100597 5.38% 0.286%
94 13.083 3696 3704 3708 rBv4 60076 84994 4._.54% 0.241%

95 13.122 3708 3716 3733 rVB2 503239 751421 40.17% 2.133%

96 13.279 3757 3765 3777 rBvV4 83885 161653 8.64% 0.459%

97 13.742 3903 3909 3917 rVB 64565 96324 5.15% 0.273%

98 14.141 4025 4033 4050 rVB2 93681 153574 8.21% 0.436%

99 14.880 4253 4263 4278 rBV3 44254 89935 4.81% 0.255%

100 15.064 4311 4320 4337 rBv4 26187 68787 3.68% 0.195%
Sum of corrected areas: 35233163
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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

Abundance TIC: vU028420.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 31

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

1.69 5.45 ug/L 140485 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 78
3 Butane, 2-methyl- 72 C5H12 000078-78-4 78
4 Pentane 72 C5H12 000109-66-0 59
5 Oxirane, ethyl- 72 C4H80 000106-88-7 38

Abundance Scan 161 (1.691 min): VU028420.D (-157) (-) m/z 43.10 100.00%
43 57
5000
i 91103 120133 66 207 222 140160 180 200
0 L L ! m/z 57.10 90.57%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00
29 m/z 41.10 83.24%
72
0'I”}i'”'P'”I”'W'”'P'”I”'W'”'P'”"”I”'W”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
57 1.40 1.60 1.80 2.00
5000 21 m/z 42.10 79.01%
15
2 72
s s R R IR UL IS WA WS R S R
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #713: Butane, 2-methyl-
43 1.40 1.60 1.80 2.00
m/z 56.10 30.17%
57
5000 29
0'%“}i'4“t“'ﬂ'7ﬁ|“"w'“|'“'w"w'“'"'w'“'l“
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 2 (DEL) Alkane: Cyclicl.84 Concentration Rank 46

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

1.84 3.86 ug/L 99413 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 87
2 1-Pentene 70 C5H10 000109-67-1 87
3 Cyclopropane, ethyl- 70 C5H10 001191-96-4 86
4 Cyclobutane, methyl- 70 C5H10 000598-61-8 86
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 80

Abundance Scan 207 (1.839 min): VU028420.D (-198) (-) m/z 42.10 100.00%
ap
55
5000 0
1.60 1.80 2.00 2.20
o b ol BLOLIO4 20T "m/z 55.10 69.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #551: 1-Pentene
42
55
5000
70 1.60 1.80 2.00 2.20
29 m/z 41.10 45 _.90%
0"}?P"'P'"I”"I'”'I"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42
55 1.60 1.80 2.00 2.20
5000 m/z 70.10 37.46%
27 70
15
e L L U U S S B SR WY WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #573: Cyclopropane, ethyl-
a4 1.60 1.80 2.00 2.20
m/z 39.05 36.87%
5000 o5
27 70
s 0
0"ﬂI”l”“nﬂhl"”l"”l"”l"”I"”I"”I"”I"”
m/z--> 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

1.88 18.44 ug/L 474977 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 47
4 Butane, 2-methyl- 72 C5H12 000078-78-4 40
5 Pentane 72 C5H12 000109-66-0 38

Abundance Scan 220 (1.881 min): VU028420.D (-212) (-) m/z 43.10 100.00%
43
5000
| 5|7 2 207 160 1.80 2.00 2.20
M NMNNMEME m/z 42.10 57.43%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #708: Pentane
43
5000
27 1.60 1.80 2.00 2.20
57 m/z 41.10 48.80%
15 ‘ ‘ 72
0'F”'tlﬂ"i“'dl”l'P"'P"W"'W"'W"'W"'W"”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
1.60 1.80 2.00 2.20
5000 m/z 39.10 14.81%
27
, 15 5772
e s R R I S B B B WA SRR SRR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane
43 1.60 1.80 2.00 2.20
m/z 57.10 14 .15%
5000
27 57 72
0'I”}E'U”hl”dl”lW"”I'”'P"W"”I”"P"W'”'
m/z--> 0O 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 4 (DEL) Alkane: Cyclic2.00 Concentration Rank 63

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

2.00 2.67 ug/L 68694 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Pentene, (E)- 70 C5H10 000646-04-8 90
3 2-Pentene 70 C5H10 000109-68-2 90
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
5 2-Pentene, (2)- 70 C5H10 000627-20-3 87

Abundance Scan 257 (2.000 min): VU028420.D (-248) (-) m/z 55.10 100.00%
55
5000 4 0
H 207 1.60 1.80 2.00 2.20 2.40
o S — L m/z 70.10 37.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000 70
1.60 1.80 2.00 2.20 2.40
‘H m/z 42.05 35.85%
0"”I"”I"”I'“”I"”I"”I"”I"”I"”I"”I"”
m/z--> 60 80 100 120 140 160 180 200
Abundance
55
1.60 1.80 2.00 2.20 2.40
0
5000 4 0 m/z 39.05 29.07%
29
15
G L U S U S S B SR SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #554: 2-Pentene
55 1.60 1.80 2.00 2.20 2.40
m/z 41.05 27 .58%
5000 70
0"}?P"'I”"I”"I'”'I"”I"”I"'W""P"'I”"
m/z--> 60 80 100 120 140 160 180 200 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 5 (DEL) Alkane: Cyclic2.14 Concentration Rank 51

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

2.14 3.41 ug/L 87724 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
2 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 90
3 2-Methyl-1-butene 70 C5H10 000563-46-2 87
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87

Abundance Scan 301 (2.141 min): VU028420.D (-293) (-) m/z 55.10 100.00%
55
5000 70
1.80 2.00 2.20 2.40
0 w..”,.”.mnﬂ!“vaﬁ¥”.,”..“..w..” 2 | m/z 70.10  38.17%
m/z--> 0 20 60 80 100 120 140 160 180 200
Abundance #571: 2-Butene, 2-methyl-
55
5000
) 41 70 1.80 2.00 2.20 2.40
! m/z 41.05 29.88%
1 1\5 \H w\“ M‘M L1
e A UL S I B B L W A B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
55
1.80 2.00 2.20 2.40
5000 70 m/z 42.10 27 .06%
41
29
e I UL S I B B L W A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #564: 2-Methyl-1-butene
55 1.80 2.00 2.20 2.40
m/z 39.10 26.81%
5000
9
o7 70
0'%”}i'”'ﬁ'”l”'W'”'P'”I”'W"” [rrrrprrorrpTT
m/z--> 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40

SOMULM113018WMA .M Fri Dec 14 11:19:58 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 14

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

2.71 10.41 ug/L 268217 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 83
3 Azetidine, 2-methyl- 71 CA4HON 019812-49-8 36
4 Azetidine, l-methyl- 71 CA4HON 004923-79-9 36
5 Pentane 72 C5H12 000109-66-0 25

Abundance Scan 478 (2.710 min): VU028420.D (-468) (-) m/z 43.10 100.00%
ilc]
5000
71
57
240 2.60 2.80 3.00
ok el 88 as2 207 w45 10 50.94%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1825: Pentane, 2-methyl-
43
5000 SN RS RS LR AR
27 71 240 2.60 2.80 3.00
m/z 41.10 36.47%
15 57
0'F“"w"'w"w"'w§§“|'“'|“"w"'"'w"“l'“'
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43
2.40 2.60 2.80 3.00
5000 m/z 71.15 32.32%
27 71
, 15 57 86
G e L L L UL WL B B S B
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #615: Azetidine, 2-methyl-
28 240 2.60 2.80 3.00
42 m/z 39.10 15.24%
5000
56 71
0'|""wm"‘i‘l"'l""'l""l""l""l"" [T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 240 2.60 2.80 3.00

SOMULM113018WMA .M Fri Dec 14 11:19:59 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 7 (DEL) Alkane: Cyclic2.76 Concentration Rank 53

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

2.76 3.34 ug/L 86071 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 64
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 64
3 Cyclopropane, ethyl- 70 C5H10 001191-96-4 50
4 Cyclopentane 70 C5H10 000287-92-3 50
5 1-Pentene 70 C5H10 000109-67-1 45

Abundance Scan 493 (2.759 min): VU028420.D (-488) (-) m/z 42.10 100.00%
4
55
5000
70
240 2.60 2.80 3.00
84
o il m/z 55.10 59.88%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #577: Cyclopropane, ethyl-
42
55
5000
27 70 240 2.60 2.80 3.00
m/z 41.10 40.40%
1 M | -
O e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
42
240 2.60 2.80 3.00
5000 55 m/z 70.10 30.40%
27 70
15
U U L L B B L L AL S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #576: Cyclopropane, ethyl-
42 240 2.60 2.80 3.00
m/z 39.10 16.81%
55
5000 7
70
15 ‘
0'F”'kPJ'NHNLI'”'I”"P"W"”I'”'I”"P"W"”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 240 2.60 2.80 3.00

SOMULM113018WMA .M Fri Dec 14 11:20:00 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 24

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

2.97 6.27 ug/L 161616 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 50

Abundance Scan 559 (2.971 min): VU028420.D (-540) (-) m/z 57.10 100.00%
57
41
5000

71 86 2.60 2.80 3.00 3.20 3.40
o.,....,....li'...',....,...??....,.... e | M/z 56.10  81.34%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29
2.60 2.80 3.00 3.20 3.40
m/z 41.05 62.30%
71
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57
29 41 2.60 2.80 3.00 3.20 3.40
5000 m/z 43.05 26.16%
> 15 71 86
O T T T e e T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1826: Pentane, 3-methyl-
5[7 2.60 2.80 3.00 3.20 3.40
m/z 39.10 17.34%
29 41
5000
15 71
o S o —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 260 2.80 3.00 3.20 3.40

SOMULM113018WMA .M Fri Dec 14 11:20:01 2018 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM113018WMA.M
Quant Title : VOC Analysis

C:\DATABASENNIST11.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 9 (DEL) Alkane: Cyclic3.18 Concentration Rank 15

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

3.18 9.63 ug/L 248016 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene 84 C6H12 000592-41-6 87
2 1-Hexene 84 C6H12 000592-41-6 81
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
4 Cyclopropane, l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 60
5 Cyclobutane, 1,2-diethyl-, trans- 112 C8H16 019341-98-1 53

Abundance Scan 624 (3.180 min): VU028420.D (-605) (-) m/z 41.10 100.00%
a
5000
69 g,
207 2.80 3.00 3.20 3.40 3.60
o e m/z 56.10 96 .73%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1453: 1-Hexene
41 56
27
5000
84 2.80 3.00 3.20 3.40 3.60
69 m/z 55.10 68.79%
2 1\5 \‘ Al b ‘
e A UL S I B B L W A B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
41 56
2.80 3.00 3.20 3.40 3.60
5000 m/z 42.10 68.70%
27 69 84
15
e A UL S I B B L W A B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1478: 1-Pentene, 2-methyl-
41 56 2.80 3.00 3.20 3.40 3.60
m/z 39.10 50.83%
5000 27 69
84
il
] | ] N —
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 3.00 320 3.40 3.60

SOMULM113018WMA .M Fri Dec 14 11:20:01 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

3.28 25.08 ug/L 646028 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 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 42
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 40

Abundance Scan 655 (3.280 min): VU028420.D (-638) (-) m/z 57.10 100.00%
57
41
5000
| 86 300 320 3.40 3.60
37 53| 636771 77 : : : :
0““mPMPMPNPMPNPMPNPMPNPMPML“vmvaMPNPMva“W' m/z 41.10 71.87%
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane
43 &l
29
5000
3.00 3.20 3.40 3.60
39 86 m/z 43.05 67.21%
0"“'“Ig”l”'ﬁ'”ﬁé“'P'“Ihlﬁ'“'P'wi“'ﬁ'“'Péﬁk'lW'“'P'“ﬂ%“I“'W'“'P'“I“'W”
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
41 300 320 3.40 3.60
5000 m/z 56.10 46 .79%
29 86
o 15 37 4953 6165 ‘1 77
LR ALy LARLN LR LA LU AL RAAL) NALR LARE) NAANLALAS LAAR) RRAN RARA) LARLY ARSY SUASN LRI BALEY A
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane
57 3.00 3.20 3.40 3.60
43 m/z 42.10 34.97%
29
5000
39
15 86
o 2 2 L 53] i
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 300 320 3.40 3.60

SOMULM113018WMA .M Fri Dec 14 11:20:02 2018 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 11 (DEL) Alkane: Cyclic3.53 Concentration Rank 61

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

3.53 2.72 ug/L 70006 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 90
2 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90
3 1-Butene, 2,3-dimethyl- 84 C6H12 000563-78-0 90
4 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 90
5 2-Pentene, 4-methyl-, (2)- 84 C6H12 000691-38-3 90

Abundance Scan 733 (3.530 min): VU028420.D (-726) (-) m/z 69.10 100.00%
41 69
5000
84
56 207 3.20 3.40 3.60 3.80
O e e e m/z 41.10 94.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1474: 2-Pentene, 2-methyl-
| 69
5000 84

3.20 3.40 3.60 3.80

. 55 m/z 84.10 34.67%
0 15 “ ‘\ “ ‘\‘ LIl n
TR o i o o O S LALALI i e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 69
3.20 3.40 3.60 3.80
5000 m/z 39.05 24 .26%
84
27
15 55
O T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1496: 1-Butene, 2,3-dimethyl-
a1 69 3.20 3.40 3.60 3.80

m/z 67.10 9.53%

5000
84
27 55
0 5 0 g
L o o o o o B A e

m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80

SOMULM113018WMA .M Fri Dec 14 11:20:03 2018 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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: Cyclic4.07 Concentration Rank 9

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

4._.07 13.79 ug/L 355300 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
3 Cyclohexane 84 C6H12 000110-82-7 83
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72

Abundance Scan 901 (4.071 min): VU028420.D (-882) (-) m/z 56.10 100.00%
56
41
5000 69
37 51| 65 29 84 3.80 4.00 4.20 4.40
o........,....,....,....,....,....,....,....,...I;.I.'.,....,:.::,.-..,....,.:.'.i....,....,....',....,...., m/z 41.10 52.07%
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
41
5000 69
3.80 4.00 4.20 4.40
o8 o m/z 69.10 37.54%
15 I 37 “ 55“\\‘ ! 65\\ . " ‘
S A Ly LA AR AN LA AL AR AR AL IRl AR SRS RALAL kol AL SR Al kel
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 3.80 4.00 4.20 4.40
5000 m/z 55.10 26.84%
69
21 84
o 1 15 3337 51 6165 77
LR R LSy L) AN A UL L) Kk A M) AN R M AL L L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1456: Cyclohexane
56 3.80 4.00 4.20 4.40
a1 84 m/z 39.05 21.51%
5000
27 69
0 1\5 : 37\ 5‘1\\ l 61 65‘ ‘ 77 i
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 380 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 13 Cyclopentene, 1-methyl- Concentration Rank 28

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

4.77 5.55 ug/L 143043 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
3 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
4 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 87
5 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87

Abundance Scan 1119 (4.771 min): VU028420.D (-1104) (-) m/z 67.10 100.00%
67
5000
39 82
53 d so7 440 4.60 4.80 5.00 5.20
o e m/z 82.05 26 .38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1238: Cyclopentene, 1-methyl-
67
5000 AR VLSS SRR AN
440 460 480 500 5.20
7 39 82 m/z 39.10 20.02%
0"}?w"'U“d“|”“'M"“l"'w""w"'w"'l”"l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67
440 460 480 500 520
5000 m/z 81.05 15.80%
82
15
G A U I S L S S B S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1243: Cyclopentene, 1-methyl-
67 440 4.60 4.80 500 5.20
m/z 41.10 14 _.18%
5000 82
39
27 ‘ ‘
0"}?P"'J”MMImh'ﬂ"”I"'W""P"'P"'I”"I'”'
m/z--> 20 40 60 100 120 140 160 180 200 4.40 4.60 4.80 5.00 5.20

SOMULM113018WMA .M
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 32

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

5.05 5.29 ug/L 136145 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 59
2 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 52
3 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 49
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 47
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 47

Abundance Scan 1206 (5.051 min): VU028420.D (-1196) (-) m/z 57.10 100.00%
4 7
5000
71
5 9% 207 4.80 5.00 5.20 5.40
o m/z 56.10 90.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12723: Hexane, 2,2,3-trimethyl-
57
5000 41
4.80 5.00 5.20 5.40
- 71 m/z 41.10 85.01%
0..?".1“‘.‘..““...“.‘l..“‘..|8.5...|..1£L:.3|....|....|....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
4.80 5.00 5.20 5.40
5000 41 m/z 43.10 46.17%
27
15 70 g3 98
L L L A S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3332: 1-Hexene, 2-methyl-
56 4.80 5.00 5.20 5.40
m/z 39.10 28.64%
41
5000
27
70
o Ui N ) es 8
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40

SOMULM113018WMA .M Fri Dec 14 11:20:06 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM113018WMA.M
Quant Title : VOC Analysis

C:\DATABASENNIST11.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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 13

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

5.21 10.74 ug/L 276504 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 90
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 59

Abundance Scan 1255 (5.209 min): VU028420.D (-1236) (-) m/z 43.05 100.00%
43
57 71
5000
| | 85 100 207 480 5.00 520 5.40 5.60
-+ttt m/z 71.10 61.95%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3974: Hexane, 3-methyl-
43
57 71
5000
480 5.00 520 5.40 5.60
29 m/z 57.20 56.11%
oL 15 \‘ Ll B 100
m/z--> : 20 40 60 85 100 120 140 160 180 200
Abundance
43
480 5.00 520 5.40 5.60
5000 29 57 71 m/z 70.10 55.67%
1 15 85 100
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3977: Hexane, 3-methyl-
43 480 5.00 520 5.40 5.60
m/z 41.10 52.04%
5000 57 70
29
IR
m/z--> ' 2'0 0 60 80 1(')0 120 140 160 180 200 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 16 (DEL) Alkane: Cyclic5.47 Concentration Rank 33

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

5.47 5.20 ug/L 133856 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 93
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 76
5 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 76

Abundance Scan 1336 (5.469 min): VU028420.D (-1325) (-) m/z 70.15 100.00%
70
56
41
5000
A I
98 5.20 5.40 5.60 5.80
o..,....,....,.?“?.;....?1.|!.|.,‘?:?.'.'||....,'.|...,...!,.... m/z 56.10 77.36%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
7 5.20 5.40 5.60 5.80
83 m/z 41.10 63.66%
98
Oty .ﬁ?., e ....,....?%...,??....??, w...,.. .l,...
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55 70
4 5.20 5.40 5.60 5.80
5000 m/z 55.10 62.49%
15 50 63 77 %
L B UL S UL L I UL UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3410: Cyclopentane, 1,3-dimethyl-, cis-
56 70 5.20 5.40 5.60 5.80
m/z 39.10 29.27%
41
5000
83
0 || 34 1) 48 || 63 || 77 | 90 |
m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 17 (DEL) Alkane: Cyclic5.61 Concentration Rank 19

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

5.61 8.23 ug/L 212095 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 97
2 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 94
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
4 1-Heptene 98 C7H14 000592-76-7 90
5 1-Heptene 98 C7H14 000592-76-7 83

Abundance Scan 1380 (5.611 min): VU028420.D (-1369) (-) m/z 56.10 100.00%
96
41 70
5000
83 98
520 540 560 5.80 6.00
0 ...,....,....,....,....|;.||...5f-’.'.' </ S m/z 55.10  65.42%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3336: Isopropylcyclobutane
41 56
70
5000 27
520 540 560 5.80 6.00
83 98 m/z 41.10 59.11%
0 H‘ \\‘ 59“‘63“\77‘
IR S SULIUN S IURILLS U UL IR SULLIL SULIL SUL S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56
41 70 520 540 560 5.80 6.00
5000 m/z 70.10 58 .58%
27 83 98
o 34 50 63 77 91
IR N SULIN IO IURILR U UL IR SULLI SULIL SUL S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56 520 540 560 5.80 6.00
a1 m/z 69.10 32.19%
70
5000
27 98
L] |t
oL 1 15 L34 || 50, 63 | 77 | 8o
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 520 540 560 5.80 6.00
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Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Library Search Compound Report

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 18 (DEL) Alkane: Cyclic5.66

Concentration Rank 18

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

5.66 8.76 ug/L 225565 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene 84 C6H12 000592-41-6 59
2 1-Heptene 98 C7H14 000592-76-7 59
3 Cyclobutane, 1,2-diethyl-, cis- 112 C8H16 061141-50-2 59
4 1-Heptene 98 C7H14 000592-76-7 59
5 1-Hexene 84 C6H12 000592-41-6 59

Abundance Scan 1395 (5.659 min): VU028420.D (-1388) (-) m/z 41.10 100.00%
4
56
5000
70
98 540 5.60 5.80 6.00
) IR | A |.,6.2..:,...??..8.6.,....-,....,....,. m/z 56.10 62.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1452: 1-Hexene
41 56
5000
27 84 540 5.60 5.80 6.00
69 m/z 55.10 52.64%
oL 15 | “ 0, 6 7
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
41 56
29 540 5.60 5.80 6.00
5000 70 m/z 42.10 48.79%
98
0 15 50 63 778 o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6795: Cyclobutane, 1,2-diethyl-, cis-
4 56 540 5.60 5.80 6.00
m/z 39.10 35.07%
5000
27 70
] T
O'W'”'P'Jk”'wj”'PwLI”'L'”'P'”I”'W'”'H%”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

5.77 34.04 ug/L 876764 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 91
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 42

Abundance Scan 1430 (5.771 min): VU028420.D (-1414) (-) m/z 43.05 100.00%
a3
71
5000 S
|| o 5k 5bo 5k 600 65D
O ”.,”..“..w...w..”,.”.,”..“...“... m/z 41.05 56 .46%
m/z--> 0 20 40 100 120 140 160 180 200
Abundance #3972. Heptane
43
5000 57 71
29 540 5.60 5.80 6.00 6.20
m/z 71.20 53.09%
‘ ‘ 100
0 w"}a't'w*'Jw'ﬂ‘wgé'w"'w"'w"""'w"“l"“
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
540 5.60 580 6.00 6.20
5000 29 57 71 m/z 57.10 49 _95%
100
1 15 85
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3970: Heptane
43 540 5.60 580 6.00 6.20
m/z 56.05 32.70%
100
Lol | e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 540 5.60 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 20 1,3-Pentadiene, 2,3-dimethyl- Concentration Rank 47

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

6.21 3.82 ug/L 98473 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Pentadiene, 2,3-dimethyl- 96 C7H12 001113-56-0 87
2 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 86
3 1,4-Hexadiene, 2-methyl- 96 C7H12 001119-14-8 58
4 1,4-Hexadiene, 5-methyl- 96 C7H12 000763-88-2 55
5 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 55

Abundance Scan 1566 (6.209 min): VU028420.D (-1550) (-) m/z 81.10 100.00%
g
41 2
5000
69 98
‘ | | 207 5.80 6.00 6.20 6.40 6.60
ol e m/z 55.10 69.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2918: 1,3-Pentadiene, 2,3-dimethyl-
81
5000 96
41 53 5.80 6.00 6.20 6.40 6.60
27 ‘ ‘ 67 m/z 41.10 63.38%
0 ...,.‘.‘..‘i‘..“l“l,‘.“‘l..‘i‘...‘.‘,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
5.80 6.00 6.20 6.40 6.60
5000 39 m/z 56.05 53.77%
27 53 96
67
15
G S L I I W B S B BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2890: 1,4-Hexadiene, 2-methyl-
81 5.80 6.00 6.20 6.40 6.60
m/z 39.05 42 .14%
5000 39 96
27 53
‘ ‘ 67
0 ..15|....|....|....|....|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 21 (DEL) Alkane: Cyclic6.63 Concentration Rank 26

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

6.63 5.70 ug/L 146843 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 97
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 94
3 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 49
4 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 38
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 38

Abundance Scan 1697 (6.630 min): VU028420.D (-1683) (-) m/z 69.10 100.00%
¢
41
55
5000
83 98 007 6.20 6.40 6.60 6.80 7.00
0 ttbrrt e 20 || m/z 68.10  73.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3341: Cyclopentane, ethyl-
4 69
55
5000
27 6.20 6.40 6.60 6.80 7.00
98 m/z 41.05 70.47%
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
69
41 6.20 6.40 6.60 6.80 7.00
5000 55 m/z 55.10 59.34%
27 98
15 83
L L L L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3261: (R)-(+)-3-Methylcyclopentanone
4 69 6.20 6.40 6.60 6.80 7.00
55 98 m/z 70.10 56.47%
5000 28
. 83
0:::‘:||‘|‘||“l‘||H|“|‘|||‘|||‘||||‘||||||||||||||||||||||||||||||
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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 22 (DEL) Alkane: Cyclic6.73 Concentration Rank 56

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

6.73 3.24 ug/L 83432 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 91
3 Heptane, 3-methylene- 112 C8H16 001632-16-2 86
4 2-Pentene, (E)- 70 C5H10 000646-04-8 80
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 78

Abundance Scan 1728 (6.730 min): VU028420.D (-1712) (-) m/z 70.05 100.00%
70
55
5000
hl i I 7 3|4 9|7 112 6.40 6.60 6.80 7.00
0.”,.”.“..w.”.,”.w.:”,”.h..m,ﬂm.“..w.”.,h.w. m/z 55.10 73.37%
m/z--> 10 20 50 60 70 80 90 100 110 120
Abundance #6789. Cyclopentane, 1,2,4-trimethyl-
70
55
5000
6.40 6.60 6.80 7.00
m/z 41.05 28.56%
o 23 22 \‘ .63 | 778 o9 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
70
55 6.40 6.60 6.80 7.00
5000 m/z 69.05 26.48%
41
27
o 15 34 || 47 63 || 778 o1 ¥ 112
mz> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6695: Heptane, 3-methylene-
5 70 6.40 6.60 6.80 7.00
m/z 42.05 20.02%
5000 4
27 112
N S O 0 Y A
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 23 Cyclohexene, 4-methyl- Concentration Rank 50

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

6.84 3.42 ug/L 88182 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 93
2 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 91
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 70
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 68
5 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 64

Abundance Scan 1762 (6.839 min): VU028420.D (-1743) (-) m/z 81.05 100.00%
g1
54
5000 39 7 96
45 ‘ ‘ 7 112 6.60 6.80 7.00 7.20
0..,....,....,...-.||:-:-..,-':|.:.,.'.'.'.',..'?I.,'!-...,'...'.,....,.-...,. m/z 54.10 65.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2879: Cyclohexene, 4-methyl-
81
54
5000
39 67 % 6.60 6.80 7.00 7.20
27 m/z 55.10 41.83%
0 |46 | 60 ‘ 75 88
L UL I S UL SR UL I SULIL L SRR AL B
m/z--> 10 40 50 70 80 90 100 110
Abundance
81
6.60 6.80 7.00 7.20
5000 39 54 m/z 39.10 40.48%
67 96
27
o 15 45 61 74 89
L UL IO SR SIS SR UL I SULIL L SRR AL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2873: Cyclohexene, 3-methyl-
il 6.60 6.80 7.00 7.20
m/z 96.10 38.37%
5000
39 55 67 96
27 ‘
oL 15 |, a5 M\‘ 61, 75 89
m/z--> 10 2 0 40 50 60 70 8 9 100 110 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 24 (DEL) Alkane: Cyclic6.90 Concentration Rank 29

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

6.90 5.48 ug/L 141219 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 87
2 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 86
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 80
4 1-Hexene, 3,5-dimethyl- 112 C8H16 007423-69-0 64
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 59

Abundance Scan 1781 (6.900 min): VU028420.D (-1770) (-) m/z 55.10 100.00%
55 70
5000 4l
84
| | Wl 7 | g 7 112 6.60 6.80 7.00 7.20
Okt et I L Sl Tm/z 56.10 95.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6671: 1-Heptene, 3-methyl-
55
41
70
5000
29 6.60 6.80 7.00 7.20
m/z 70.10 92.67%
83
O :,.??.h J.?Z,.‘lj.,§?.n‘ﬂ..??,.w - }P?.}%g..,
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
56 70
6.60 6.80 7.00 7.20
5000 m/z 41.10 51.41%
41
84 112
27 97
77
e L U S S I UL I SIS LIS B
m/z--> 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
m/z 69.05 42 .79%
5000 41
27 84
97 112
Unnan 'j'h" "|""ﬁo""|§?" "'??l"l"l""'l""l l"'l'
m/z--> 20 30 40 50 60 70 80 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 25 Cyclopentene, 1,5-dimethyl- Concentration Rank 23

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

7.06 6.37 ug/L 164154 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 90
2 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 87
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 80
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 80
5 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 72

Abundance Scan 1831 (7.061 min): VU028420.D (-1820) (-) m/z 81.10 100.00%
81
5000
96
3|9 " 5|3 6|7 6.80 7.00 7.20 7.40
o} AN M IV X RO YOG 1 [T § R m/z 96.15 25.82%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2909: Cyclopentene, 1,5-dimethyl-
81
5000
6.80 7.00 7.20 7.40
27 39 96 m/z 79.10 25.16%
0 ...,..1»?’.,...\N,??..\,\.45..,‘.\.w..,6.2.‘.77,.7.4.‘.\,%.69,....,...
m/z--> 10 20 30 40 60 70 80 90 100
Abundance
81
6.80 7.00 7.20 7.40
5000 m/z 39.10 15.79%
o7 39 53 &7 96
46 62 75 86
S U S S SR S SR SIS SULRILS UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2873: Cyclohexene, 3-methyl- e A A ma s i o
81 6.80 7.00 7.20 7.40
m/z 67.05 14.97%
5000
39 55 67 96
27 ‘
ol 15 | I 59\‘ e, 751l 8
m/z--> 10 20 30 40 50 60 70 8 90 100 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 10

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

7.17 11.74 ug/L 302345 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 94
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 94
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 74
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 59
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 56

Abundance Scan 1865 (7.170 min): VU028420.D (-1856) (-) m/z 43.10 100.00%
a3 g7
5000
70 99 rrrtrhtTT T T T T T T
| || g1 | 114 007 6.80 7.00 7.20 7.40 7.60
ittt m/z 57.10 97 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7627: Heptane, 2-methyl-
43
57
5000
29 6.80 7.00 7.20 7.40 7.60
70 9% m/z 41.10 49 _52%
ol 15 H 0 g | s | 14
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
6.80 7.00 7.20 7.40 7.60
5000 m/z 42.10 45_17%
29 70 99
15 85 114
e L L I S L S S BN B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7632: Heptane, 2-methyl-
43 57 6.80 7.00 7.20 7.40 7.60
m/z 70.10 21.36%
5000
29
70 9%
114
0|||1|5||||||||||||||||8|5|||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 27 unknown-01 Concentration Rank 6

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

7.22 21.12 ug/L 543925 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricyclo[3.1.1.0(2,4)]heptane 112 C6H8S 1000221-37-0 32
2 Methane, oxybis[chloro- 114 C2H4CI120 000542-88-1 28
3 Thiophosgene 114 CCl2S 000463-71-8 12
4 1,3-Cyclohexadiene 80 C6H8 000592-57-4 9
5 1,3-Cyclohexadiene 80 C6H8 000592-57-4 9

Abundance Scan 1881 (7.221 min): VU028420.D (-1874) (-) m/z 79.10 100.00%
79
5000 42
‘ t 6.80 7.00 7.20 7.40 7.60
3 95 : : : : :
0....,....'!..-f‘.,.6.7--.-.';...-.,...|!,....,....,....,....,2.0.7.. m/z 42.10  46.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
79
5000
39 6.80 7.00 7.20 7.40 7.60
51 m/z 81.10 32.48%
O™ "'l""|§? 'Jf"' '|'}%%| SR R Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
79
6.80 7.00 7.20 7.40 7.60
5000 49 m/z 51.05 23.24%
29
o 14 63 93 113
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7674: Thiophosgene
79 6.80 7.00 7.20 7.40 7.60
m/z 114.00 18.49%
5000
a4 114
ol 12 | 5667 || “
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 39

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

7.34 4.81 ug/L 123857 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 86
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 80
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
4 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 72
5 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 64

Abundance Scan 1918 (7.340 min): VU028420.D (-1907) (-) m/z 43.10 100.00%
43
57
85
5000

7.00 7.20 7.40 7.60

Jy 69 ‘ 99 114 208

o} ISR ! Y A S o —— m/z 57.10 75.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7624: Heptane, 3-methyl-
43
57
85
5000
29 7.00 7.20 7.40 7.60
m/z 85.15 59.31%
69 114
15 “‘w \‘\ 111 I 98 ‘
O L o e o o e e O T LA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
L B e B EEmme
85 7.00 7.20 7.40 7.60
5000 m/z 41.10 52.62%
29
71
15 99 114
O T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7640: Hexane, 2,4-dimethyl-
43 7.00 7.20 7.40 7.60
57 m/z 56.10 38.95%
5000
85
29
‘ 71
o NN | Y B ——
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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 29 Cyclohexene, 1-methyl- Concentration Rank 21

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

7.42 7.08 ug/L 182427 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, l1-methyl- 96 C7H12 000591-49-1 94
2 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 92
3 Cyclohexene, l1-methyl- 96 C7H12 000591-49-1 90
4 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 90
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 87

Abundance Scan 1943 (7.421 min): VU028420.D (-1934) (-) m/z 81.05 100.00%
g1
67
5000 55 9
39
7.00 7.20 7.40 7.60 7.80
o...,....,....,...:,'|.-.4.6.;'.-“..,.-.':.';.7.4.|:|,'.'-...,'..'.-.,....1,4.1..., m/z 67.10 55.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2880: Cyclohexene, 1-methyl-
81
5000 67
39 55 96 7.00 7.20 7.40 7.60 7.80
27 m/z 96.05 40.68%
IS U RS O A P
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
81
7.00 7.20 7.40 7.60 7.80
5000 % m/z 68.05 40.05%
39
27 53 67
15 46 61 74
I R R UL RS AN RN RS LA ALY SAASS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2881: Cyclohexene, 1-methyl-
81 7.00 7.20 7.40 7.60 7.80
m/z 55.10 37.71%
5000 - 39 55 68 96
0 ...,.%?.,....,....,.AQ,....,qg..,.?f.,...??....,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 30 (DEL) Alkane: Cyclic7.72 Concentration Rank 20

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

7.72 7.97 ug/L 258978 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 91
2 2-Octene, (2)- 112 C8H16 007642-04-8 81
3 2-Octene, (2)- 112 C8H16 007642-04-8 81
4 1-Octene 112 C8H16 000111-66-0 80
5 2-0Octene 112 C8H16 000111-67-1 59

Abundance Scan 2036 (7.720 min): VU028420.D (-2023) (-) m/z 55.10 100.00%
43 55
70
5000
83
. S || 9|7 112 7.40 7.60 7.80 8.00
o) SN 4O o . 471 R /| RS S m/z 43.10 88.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6798: cis-1-Butyl-2-methylcyclopropane
55 70
42
5000
83 112 7.40 7.60 7.80 8.00
m/z 41.10 87.19%
‘ L o1
R I IR IS L I IR IS AR RS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
41 55
29 70 7.40 7.60 7.80 8.00
5000 m/z 56.10 68.44%
112
83
0 15 63 77 91 97
S IR SUIL L SO SULILL IURIL SO IV SULILN I L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6638: 2-Octene, (2)-
a1 55 7.40 7.60 7.80 8.00
m/z 70.10 68.21%
70
5000 29 112
83
1 S S SO | S L M - S P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 31 (DEL) Alkane: Cyclic7.91 Concentration Rank 27

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

7.91 5.64 ug/L 183149 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 58
2 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 58
3 3-Octene, (2)- 112 C8H16 014850-22-7 50
4 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 49
5 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 49

Abundance Scan 2095 (7.910 min): VU028420.D (-2087) (-) m/z 55.10 100.00%
41 97
5000
112
83
7.60 7.80 8.00 8.20
N I— ) '..-,I..~.',...-.,1.2.6..,....,....,....,2197.. m/z 69.10 82.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3320: 1-Hexene, 3-methyl-
55
41 69
5000
7.60 7.80 8.00 8.20
27 m/z 41.10 74 .60%
il T
0'}i"”ik”ml”"m"“"”I'”'I”"P"W"”I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 g9
a1 7.60 7.80 8.00 8.20
5000 m/z 97.10 68.87%
112
27 83 97
O T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6634: 3-Octene, (2)-
M 55 7.60 7.80 8.00 8.20
m/z 56.10 53.76%
70
5000 112
27 83
O'F?P"'I”'I'”'I'”gz"”I"'W""P"'I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 32 (DEL) Alkane: Cyclic8.49 Concentration Rank 59

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

8.49 3.10 ug/L 100868 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclooctane 112 C8H16 000292-64-8 58
2 Cyclopentane, propyl- 112 C8H16 002040-96-2 53
3 Cycloheptane, methyl- 112 C8H16 004126-78-7 53
4 Cyclopentane, l-ethyl-2-methyl- 112 C8H16 003726-46-3 52
5 Cycloheptane, methyl- 112 C8H16 004126-78-7 49

Abundance Scan 2276 (8.492 min): VU028420.D (-2268) (-) m/z 41.10 100.00%
a1 56 6 83
5000 97
112 M J 8NV Y
| 50 | | 8.20 8.40 8.60 8.80
o e e A e e e m/z 69.10 91.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6630: Cyclooctane
4
56
27
5000 70 112
83 8.20 8.40 8.60 8.80
5 m/z 56.10 89.36%
97
o SN 20 1T L PR O S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
69
41 UL S L
56 820 8.40 8.60 8.80
5000 83 m/z 55.10 88.67%
27 112
o 15 50 63 77 91 97
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6689: Cycloheptane, methyl-
55 9 8.20 8.40 8.60 8.80
41 m/z 83.10 82.72%
27
112
0...“.”,.AM“..ﬂj”.ﬂﬁﬂw§%ip”??“.”,.”l“.”,”..“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 33 (DEL) Alkane: Cyclic8.54 Concentration Rank 36

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

8.54 4.92 ug/L 159864 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64
4 3-Ethyl-2-hexene 112 C8H16 000620-00-8 53
5 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 53

Abundance Scan 2291 (8.540 min): VU028420.D (-2282) (-) m/z 83.10 100.00%
55 83
5000
41
67
95 11|2 207 8.20 8.40 860 8.80
0 L m/z 55.10 80.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6668: Cyclohexane, ethyl-
83
55
5000
41 8.20 8.40 860 8.80
112 m/z 82.10 41 _87%
27 67
0 | Ll ul |, | 97
RS SR SURLELL UL UL SRR LA DRI SR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
8.20 8.40 860 8.80
5000 41 m/z 41.10 34 .94%
27 67 112
101
e L UL S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6669: Cyclohexane, ethyl- R e R
83 8.20 8.40 860 8.80
55 m/z 67.10 18.00%
5000
41
112
27 67
0'}?PU"W”“wlﬂh'I'”gz"”I"'W""I”"I'”'I"” IS SARBE RS LR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 34 (DEL) Alkane: Cyclic8.60 Concentration Rank 41

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

8.60 4.70 ug/L 152790 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 86
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 72

m/z 111.20 100.00%

L

8.20 8.40 8.60 8.80 9.00

m/z 69.10 93.11%

wm

8.20 8.40 8.60 8.80 9.00

m/z 55.10 52.22%

8.20 8.40 8.60 8.80 9.00

m/z 41.10 34 .88%

8.20 8.40 8.60 8.80 9.00

Abundance Scan 2310 (8.601 min): VU028420.D (-2305) (-)
69 111
55
5000
41 83
L L | S | 126
Ot e e PR e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11599: Cyclohexane, 1,1,3-trimethyl-
69 111
55
5000 41
83
27 ‘
S CE N E - 00 R I -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
111
69
5000 a
83
27
0 48 62 95 103 126
T T T [T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11600: Cyclohexane, 1,1,3-trimethyl-
69 111
55
5000 a1
83
27
0 psalll ] ez | ‘ %5102 | 126
T T T e e T P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

m/z 83.10 33.29%

8.20 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 35 unknown-02 Concentration Rank 38

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

8.75 4.82 ug/L 156555 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-3-Nonene 126 C9H18 020237-46-1 45
2 cis-2-Nonene 126 C9H18 006434-77-1 43
3 Cyclopentane, butyl- 126 C9H18 002040-95-1 42
4 2-Nonene 126 C9H18 002216-38-8 41
5 cis-1,4-Dimethyl-2-methylenecycl... 124 C9H16 019781-46-5 38

Abundance Scan 2356 (8.749 min): VU028420.D (-2346) (-) m/z 56.10 100.00%
56 &7
41
5000
8 97 109
T O A3
o} S O 2 4 1 ST m/z 55.10 91.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11506: cis-3-Nonene
41 55
5000 69 LA SRS LR IR
126 8.40 860 880 9.00
29 83 97 m/z 67.10 79.37%
0'w'“'w'ht“'ww“'ﬁwml“J“h“VNL“ “jh'”'w'“l““w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
4 840 8.60 8.80 9.00
5000 69 m/z 41.05 63.97%
29 126
83 97
s s RS R AR RARRA AR RAARSN RARAR ARASS RAARS LARRS RSN SAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11531: Cyclopentane, butyl- e e AR R
a4 6! 8.40 860 880 9.00
55 m/z 69.10 53.48%
5000 83
Ll |
S| RN S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 36 (DEL) Alkane: Straight-Chai... Concentration Rank 35

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

8.91 4.99 ug/L 162204 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 72
2 Octane, 2-methyl- 128 C9H20 003221-61-2 68
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 59
4 N,N"-Bis(2-methyl-2-nitrosobutan... 230 C10H18N204 034946-73-1 59
5 Dichloroacetic acid, 4-methylpen... 212 C8H14Cl1202 1000282-43-7 59

Abundance Scan 2406 (8.910 min): VU028420.D (-2398) (-) m/z 43.10 100.00%
43
5000 LA,
J 85
8.60 8.80 9.00 9.20
113
o,....',...'!,....,"...9,9....,.1?5?.,....,....,....,2.0.7.. m/z 57.10 46.12%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #12665: Octane, 2-methyl-
43
5000 o7
- 8.60 8.80 9.00 9.20
m/z 71.10 37.61%
[ Ry
0I""P"'I”“'I"”I""P"'I'”'I"'W""I”"
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
43
8.60 8.80 9.00 9.20
5000 57 m/z 41.10 36.86%
29 71
99 113 108
L L S S L U L B WL B
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #38332: Undecane, 5-methyl- e A AR amay
43 8.60 8.80 9.00 9.20
57 m/z 85.10 23.03%
5000 71
0 ﬂ M I, ‘ 97 %2 126 140 155 170
mz-> 20 4'0 60 8IO 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 37 (DEL) Alkane: Straight-Chai... Concentration Rank 22

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

9.03 6.76 ug/L 219668 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 87
2 Octane, 3-methyl- 128 C9H20 002216-33-3 87
3 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 64
4 2,2,4,4-Tetramethyloctane 170 C12H26 062183-79-3 64
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 59

Abundance Scan 2443 (9.029 min): VU028420.D (-2433) (-) m/z 57.10 100.00%
g7
5000
43
98
71 8.60 8.80 9.00 9.20 9.40
o‘wrrwl,u...|I-,..-"..ﬁ'~.3...|',.1.1.1.,.1?E?.,....,....,....,2.97.. m/z 43.10 29.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12678: Octane, 3-methyl-
57
5000
43 8.60 8.80 9.00 9.20 9.40
29 m/z 41.10 28.13%
0 “ \H Il ?\1 85 9\\8 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
8.60 8.80 9.00 9.20 9.40
5000 m/z 56.10 21.06%
43
29 98
ol 15 1 g5 113 128
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #38342: Decane, 2,5-dimethyl-
57 8.60 8.80 9.00 9.20 9.40
m/z 98.10 12._.87%
5000
43
98
ol 15 ﬁg 1 1? 85 | 113 127 141 155 170
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

9.44 29.43 ug/L 956334 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 83
3 Decane 142 C10H22 000124-18-5 64
4 Octane 114 C8H18 000111-65-9 64
5 Nonane 128 C9H20 000111-84-2 58

Abundance Scan 2571 (9.440 min): VU028420.D (-2563) (-) m/z 43.10 100.00%
e
5000
71 85 NV A G
|| | ‘ 99 128 007 9.20 9.40 9.60 9.80
O e L e s R R m/z 57.10 80.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12662: Nonane
43
57
5000
9.20 9.40 9.60 9.80
29 ‘ 71 8 m/z 41.10 44.89%
0 '}?l'w"ut"h\"m' |"'??""|}?§'|""| SRR N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
a3
9.20 9.40 9.60 9.80
5000 m/z 85.20 28.51%
- 71 85
99 128
e L S U UL WL WAL L B B L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19158: Decane R REBRREREE S L
43 57 9.20 9.40 9.60 9.80
m/z 71.10 24 _00%
5000
71
29 85
0 15 “‘ LIl ! \‘ \‘ %9 1:!'3 142
m/z--> 20 40 60 8 100 120 140 160 180 200 9.20 9.40 9.60 9.80

SOMULM113018WMA .M Fri Dec 14 11:20:25 2018 Page: 42



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 39 (DEL) Alkane: Cyclic9.56 Concentration Rank 55

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

9.56 3.26 ug/L 106062 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-3-Nonene 126 C9H18 020237-46-1 94
2 cis-2-Nonene 126 C9H18 006434-77-1 93
3 cis-2-Nonene 126 C9H18 006434-77-1 86
4 2-Nonene, (E)- 126 C9H18 006434-78-2 70

5 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 64
Abundance Scan 2608 (9.559 min): VU028420.D (-2597) (-) m/z 55.10 100.00%
55
41
5000 69
81 95
AL a e e A S L
“ I ‘ ||| ||| e 12|6 520 920 950 9.80
Ober eyl M bl LWl Tm/z 41.10  63.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11506: cis-3-Nonene
41 55
5000 69
126 9.20 9.40 9.60 9.80
29 83 97 m/z 56.10 48.26%
0 H ‘ JU !
R R B B Eaama B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
43 9.20 9.40 9.60 9.80
5000 70 m/z 43.10 48.10%
29 126
84 97
15 63 77 111
O L A e e e R RAAma AT o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11508: cis-2-Nonene
55 9.20 9.40 9.60 9.80
a1 m/z 69.05 47 .46%
5000 69
29 126
‘ 83 97
0 M 1O O N |
R e L B Al ARmas EEsEs S S A RS e
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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 40 (DEL) Alkane: Cyclic9.71 Concentration Rank 40

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

9.71 4.79 ug/L 155594 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 76
2 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 62
3 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 62
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 59
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 58

Abundance Scan 2655 (9.710 min): VU028420.D (-2644) (-) m/z 55.10 100.00%
97
5000 41
69
83 111 12|6 207 9.2-0 9.I60 9.%30 lO.IOO I
o L e m/z 97.20 78 .84%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
5000

9.40 9.60 9.80 10.00
m/z 41.05 47 .26%

126
0 “H |1l h \ 111
,....“...,.”.,....“...,.”.,...w....,”..,..”
m/z--> 100 120 140 160 180 200
Abundance
9.40 9.60 9.80 10.00
5000 m/z 95.10 32.01%
a 69 126
29 81 11
o T S PSP W | S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11622: Cyclohexane, 1-ethyl-4-methyl-, cis- B BE L am R
55 97 9.40 9.60 9.80 10.00
m/z 43.10 30.11%
5000
69
‘ 81 126
0,....,‘..‘.“l,.‘.‘..,‘....,.1.1.1.,....,....,....,....,....
m/z--> 20 60 80 100 120 140 160 180 200 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 41 (DEL) Alkane: Straight-Chai... Concentration Rank 17

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

9.95 8.78 ug/L 285406 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 3-methyl- 142 C10H22 005911-04-6 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 60
4 Nonane, 3-methyl- 142 C10H22 005911-04-6 60
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 58

Abundance Scan 2730 (9.951 min): VU028420.D (-2711) (-) m/z 57.10 100.00%
g7

5000

9.60 9.80 10.00 10.20

0 m/z 71.20 57.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19170: Nonane, 3-methyl-
57
43 71
5000 29

9.60 9.80 10.00 10.20
m/z 41.05 53.30%

113
15 L . 8 98 | 127 142

0 L ‘\‘\ \‘\ ! il
T T T P e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 = 9.60 9.80 10.00 10.20
5000 m/z 43.05 51.19%
29 113
0 15 8 97 127 142
e e A B B R B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19171: Nonane, 3-methy!l-
57 9.60 9.80 10.00 10.20
m/z 56.10 37.60%
43 71
5000
29
o Lol s e 2 g
T B L B e e B B B
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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 42 (DEL) Alkane: Cyclicl0.04 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
10.04 5.47 ug/L 177819 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 53
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 53
Abundance Scan 2758 (10.041 min): VU028420.D (-2750) (-) m/z 55.10 100.00%
83
41
5000
67
97 126 R RN U BN B
| 109 | 207 9.80 10.00 10.20 10.40
of L S A R m/z 83.10 99.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11533: Cyclohexane, propyl-
5 83
5000 41
9.80 10.00 10.20 10.40
27 67 126 m/z 82.10 63.31%
0'}?Phk'M”le'“'ll'EZ"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
9.80 10.00 10.20 10.40
5000 41 m/z 41.10 57.91%
27 67 126
97
S S S I SR L L S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11537: Cyclohexane, propyl- LI L UL B B
55 83 9.80 10.00 10.20 10.40
m/z 67.10 30.64%
5000 41
27 67 126
Unas |'Lt 'hw' Nyl"w"l l"?7&96' B AL UL S S 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
10.32 5.07 ug/L 181010 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 72
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 68
3 Propanoic acid, 2-methyl-, 2-eth._.. 200 C12H2402 035061-61-1 59
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 59
Abundance Scan 2845 (10.321 min): VU028420.D (-2831) (-) m/z 57.10 100.00%
57
43
5000 71
? 10.00 10.20 10.40 10.60
o ,.-.'.-.??..-.h,..“.zﬁ 125 142 A 27 | nsz 43.10  71.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12734: Pentane, 2,2,3,3-tetramethyl-
57
5000 43 n
10.00 10.20 10.40 10.60
9 m/z 71.10 41.49%
15 \\ | s 7 us
0"W"”I'”“I”"P"W"”I'”'I”"P"W"”I'”'
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
43 57
10.00 10.20 10.40 10.60
5000 m/z 70.10 39.86%
71
29 98
o 85 112 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61208: Propanoic acid, 2-methyl-, 2-ethylhexy! ester
43 10.00 10.20 10.40 10.60
71 m/z 41.10 32.51%
5000
29 57
83
0 ‘ | w J 190112 127139 157
m/z--> 20 40 60 8|O 100 120 140 160 180 200 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 45 (DEL) Alkane: Cyclicl0.76 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.76 10.99 ug/L 392040 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octene, (2)- 112 C8H16 014850-22-7 76
2 4-Octene, (2)- 112 C8H16 007642-15-1 76
3 3-Octene, (E)- 112 C8H16 014919-01-8 68
4 4-Octene, (2)- 112 C8H16 007642-15-1 64
5 2-Octene, (E)- 112 C8H16 013389-42-9 64
Abundance Scan 2982 (10.762 min): VU028420.D (-2971) (-) m/z 55.10 100.00%
s P
70
5000 97 105
83
| T 10,40 1030 10.80 1100
Obrrprrrr e :..p:'!..',‘?.3-.|!,'...':-,'!J-..,'..!.',.-.:.,1.?‘.%.'!....,....,'...., m/z 41.10 80.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6634: 3-Octene, (2)-
41 55
5000 70
112 10.40 10.60 10.80 11.00
21 83 m/z 56.10 70.16%
0 ”I'%?'P"'I'”'I"”I"'Wg?'W""P"'I”??I”"I'“'I"”I'"W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41 55
10.40 10.60 10.80 11.00
5000 70 m/z 70.10 54 _.37%
112
27 83
ol 15 63 97
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6633: 3-Octene, (E)-
41 55 10.40 10.60 10.80 11.00
m/z 69.10 53.28%
5000 70
27 112
‘ 83
0 ”I'%?'P"'I'”'I"”I"'Wg?'W""P"'I”??I”"I'“'I"”I'"'P"'I AU SUGRRE
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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 46 Decane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.81 25.61 ug/L 913582 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 94
2 Nonane 128 C9H20 000111-84-2 90
3 Decane 142 C10H22 000124-18-5 90
4 Nonane 128 C9H20 000111-84-2 83
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 78

Abundance Scan 2997 (10.810 min): VU028420.D (-2990) (-) m/z 57.10 100.00%
8 57
5000 -
85
99 142 10.40 10.60 10.80 11.00 11.20
0..,....,....,.?.6.|,!...,.-.":,....',l....,..|..,....',....,1.1.:?.,.1.2.5.,....,.-...,. m/z 43.10 96.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19158: Decane
43 57
5000
71 10.40 10.60 10.80 11.00 11.20
29 85 m/z 41.10 46.91%
15 | |99 13 142
S R RS R A AR ARA RN AN AR RSN LR RARAS LALRN SARARALRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
57 10.40 10.60 10.80 11.00 11.20
5000 m/z 71.10 37.29%
29
71 85
o 99 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19157: Decane
8 10.40 10.60 10.80 11.00 11.20
m/z 85.15 24 .20%
5000 29
71
85
0 ! . ‘ . \‘ \‘ 99 1:!'3 126 1‘\12
m/z--> 15 ﬁo 35 4b 55 eb fo 85 do 160 110 150 1§0 110 1éo 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 47 Benzene, l-ethyl-2-methyl- Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
10.97 3.38 ug/L 120637 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
2 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
3 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 81
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 81
Abundance Scan 3047 (10.971 min): VU028420.D (-3040) (-) m/z 105.10 100.00%
105
5000
120
39 51 65 7|7 9|1 46 207 10.60 10.80 11.00 11.20
Ol el b g M 220 207 0 /7 120.10 31.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.60 10.80 11.00 11.20
m/z 91.05 15.33%
15 27 39 51 65 77 O
m/z--> 20 Jo 60 80 100 150 140 160 180 200
Abundance
105
10.60 10.80 11.00 11.20
5000 m/z 77.05 13.24%
120
77 91
15 27 39 51 65
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9429: Benzene, 1-ethyl-4-methyl- AN B e o
105 10.60 10.80 11.00 11.20
m/z 79.10 10.23%
5000
7 o1 120
15 27 P56
m/z--> 20 40 60 80 1&.@ 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 48 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
11.11 3.28 ug/L 117044 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 87
2 Decane, 4-methyl- 156 C11H24 002847-72-5 86
3 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 78
4 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 78
5 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 64
Abundance Scan 3090 (11.109 min): VU028420.D (-3084) (-) m/z 43.10 100.00%
8 57 7
5000
85 113
10.80 11.00 11.20 11.40
I ol ML ase 28 Th/z 71.10  92.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28434: Decane, 4-methyl-
43
57 71
5000
10.80 11.00 11.20 11.40
29 m/z 57.10 82.28%
‘ ‘ g5 112
S T X T S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 71
57
10.80 11.00 11.20 11.40
5000 m/z 41.10 40.03%
29
112
ol 15 8 98 126 141 156
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19190: Octane, 3,3-dimethyl-
43 7 10.80 11.00 11.20 11.40
57 m/z 70.15 36.01%
5000 29
113
0L .,........,....,??.91....,%%?. e
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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 50 (DEL) Alkane: Cyclicll1.40 Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
11.40 3.65 ug/L 130101 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 58
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 52
3 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 49
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 46
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 43

Abundance Scan 3181 (11.401 min): VU028420.D (-3171) (-) m/z 83.05 100.00%
a3
41
5000 69
97 140 N U BN B I
111 11.00 11.20 11.40 11.60 11.80
152
o Az |12 T hsz 55.10  93.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18030: Cyclohexane, (2-methylpropyl)-
55 83
41
5000 R UM UL BRI I
o7 11,00 11.20 11.40 11.60 11.80
27 140 m/z 82.10 73 .05%
Ouuuulul..i“ \\“ .....l.:.L:!-z.lluzusu.|....|....|....|....
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
55 83
11.00 11.20 1140 11.60 11.80
5000 a1 m/z 41.10 65.68%
29 67 140
15 97 111
G L L S U S S SIS SRR S SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18026: Cyclohexane, (2-methylpropyl)- T
55 3 11.00 11.20 11.40 11.60 11.80
m/z 69.10 48.48%
41
5000
97
27 ‘ 140
ok .??,.h‘..h& .N ‘A.., o wel» | e ———
m/z--> 20 40 100 120 140 160 180 200 11,00 11.20 11,40 11.60 11.80

SOMULM113018WMA .M Fri Dec 14 11:20:34 2018

Page: 52



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 51 Benzene, 1,2,3-trimethyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
11.57 4.89 ug/L 174402 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Mesitylene 120 C9H12 000108-67-8 90
4 Mesitylene 120 C9H12 000108-67-8 81
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 81
Abundance Scan 3233 (11.569 min):VU02842d)0.D(—3226) ) m/z 105.10 100.00%
105
5000 120
a3 o
| | d rg 91 154 11.20 11.40 11.60 11.80
Obrerrrrrprrreprrrere i et | M7z 120.10  41.03%
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
/\
5000 LRI DU S B
120 1120 11.40 11.60 11.80
m/z 71.10 25 .58%
0"I':I'-'S'I'"HI'""I""'i"""l"""I"'ml""l""'I"'l'l"""‘l""'I""I""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 43.10 19.60%
5 27 39 51 g5 7 Ol

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9401: Mesitylene

11.20 11.40 11.60 11.80

m/z 77.05 13.66%

5000

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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 52 Benzene, 2-propenyl- Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
11.77 4._.22 ug/L 150679 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
2 (2)-1-Phenylpropene 118 C9H10 000766-90-5 83
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Indane 118 C9H10 000496-11-7 64
Abundance Scan 3296 (11.771 min): VU028420.D (-3286) (-) m/z 117.10 100.00%
147
5000
91 105
39 5 63 77 134 11.40 11.60 11.80 12.00
Olrrprrrrprrrrprrrtrere et e e 2D L B2 m/z 118.05  50.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8960: Benzene, 2-propenyl-
117
5000
91 11.40 11.60 11.80 12.00
m/z 115.05 29.71%
39 51 63 77 103
OHPHWHWPHMHHﬂ“WN“V“H““L“wm“vjﬁHHVHWH“VHWH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
11.40 11.60 11.80 12.00
5000 o m/z 119.10 25.15%
39 51 63
s 27 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8961: Benzene, 2-propenyl-
117 11.40 11.60 11.80 12.00
m/z 91.05 23.53%
5000 o1
39 51 78 103
0“P“W““P“L““ﬂ“hHHVHMH“V“wAHVJ“HHVHWH“V“W“ LN DU SUNILN U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 53 Benzene, (1-methylpropyl)- Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
11.81 2.59 ug/L 92348 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 80
2 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 80
3 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 78
4 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 72
5 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 72
Abundance Scan 3308 (11.810 min): VU028420.D (-3303) (-) m/z 105.10 100.00%
105
5000
27 134
39 51 63 92 11.40 11.60 11.80 12.00 12.20
o - Tl =0 | 2 A Tm/z 134.15  22.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14848: Benzene, (1-methylpropyl)-
105
5000
11.40 11.60 11.80 12.00 12.20
g1 134 m/z 106.10 16.08%
15 2739 5L 65 1 T | o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
11.40 11.60 11.80 12.00 12.20
5000 m/z 77.05 14.18%
134
27 39 51 65 /7 91 119
O B B S o B B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14856: Benzene, 1-methyl-3-propyl- B REE e
105 11.40 11.60 11.80 12.00 12.20
m/z 79.10 8.83%
5000
134
77
27 39 51 65 | o1 119 ‘
0'}?Pw'JP'“'“M'JPHM'NM'WP'"P"'P"'P"'P"' LRI BRI SR SO BN
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 54 (DEL) Alkane: Cyclicl1.98 Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
11.98 6.16 ug/L 219652 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Undecene 154 C11H22 000821-95-4 86
2 3-Undecene, (2)- 154 C11H22 000821-97-6 86
3 4-Undecene, (2)- 154 C11H22 000821-98-7 81
4 2-Dodecene, (2)- 168 C12H24 007206-26-0 74
5 1-Undecanol 172 C11H240 000112-42-5 74
Abundance Scan 3361 (11.980 min): VU028420.D (-3350) (-) m/z 55.10 100.00%
41

5000

.

11. 60 11. 80 12. 00 12 20
Ol el m/z 41.10 91.62%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27020: 1-Undecene
4
55
29
70

5000 R R R
11,60 11.80 12.00 12.20

m/z 43.10 69 .30%

1
111
o S :..”.,.‘lk.,‘ﬁ...M,..‘:.,%2§.%%9..{§?,. N—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41

5 11.60 11.80 12.00 12.20

s000| g 69 m/z 56.10  69.22%
83
97 154
112 126
O o LA e e o e I LA e o
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #27033: 4-Undecene, (2)- R e B L B

41 55 11.60 11.80 12.00 12.20

m/z 70.10 65.13%

69
5000{ 29
‘ 83 o7 154
0 | | ‘ ‘ “\ | u‘ ‘\ 1]\-1 126 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 55 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.02 24.26 ug/L 865258 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Undecane 156 C11H24 001120-21-4 90
4 Tridecane 184 C13H28 000629-50-5 78
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 64
Abundance Scan 3373 (12.019 min): VU028420.D (-3366) (-) m/z 57.10 100.00%
43 57
5000 71
85
08 11.80 12.00 12.20 12.40
0 ...,....',:..“u,..l':.,!...--,..1.1?,1.2.7..,...1?‘?....,....,2]97.. m/z 43.10 91.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28422: Undecane
43 57
5000
71 11.80 12.00 12.20 12.40
29 85 m/z 71.10 45_72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 ¥
71 11.80 12.00 12.20 12.40
5000 g5 m/z 41.10 44 .24%
29
99 113 127 98
o 141 155 169 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28421: Undecane N A RAEEamEE S S
43 57 11.80 12.00 12.20 12.40
m/z 85.15 26 .54%
5000 71
85
29
Lo | 4 g | ®us s
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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 56 o0-Cymene Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
12.25 3.19 ug/L 113655 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 p-Cymene 134 C10H14 000099-87-6 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
enzene, l-met -3-(1-met eth._. -77-
5B 1 hyl-3-(1 hyleth 134 C10H14 000535-77-3 94
Abundance Scan 3445 (12.250 min): VU028420.D (-3437) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 7 1 105 007 12.00 12.20 12.40 12.60
O et e e el e 297 Tm/z 134.100 28.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14810: o-Cymene
119
5000
12.00 12.20 12.40 12.60
91 134 m/z 91.10 15.86%
15 27 ﬁ? 51 65 77 | 103 |
[o) M .‘... S ‘.‘...“ T N —
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
1200 12.20 12,40 12.60
5000 m/z 120.10 10.59%
o1 134
. 27 41 53 65 77 103
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: o-Cymene
119 12.00 12.20 12.40 12.60
m/z 77.10 9.25%
5000
134
91
--}?|?7--ﬁ%-§%w?§-?i--v-123-ﬂw S SRS RS SRR R BRI U BN SUR
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 57 Indan, l1-methyl- Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
12.36 4.63 ug/L 165053 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan, 1l-methyl- 132 C10H12 000767-58-8 70
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 68
3 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 68
4 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 64
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 64
Abundance Scan 3479 (12.360 min): VU028420.D (-3470) (-) m/z 117.10 100.00%
117
5000
43 27 o1 132
12.00 12.20 12.40 12.60
o 102 150 101 208 m/z 115.10  31.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14030: Indan, 1-methyl-
117
5000 ARSI ARS &
12.00 12.20 12.40 12.60
o1 132 m/z 57.15 31.17%
J 12T 7T gy |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
12.00 12.20 12.40 12.60
5000 132 m/z 71.10 28.11%
91
. 27 39 5L 65 77 405
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 12.00 12.20 12.40 12.60
m/z 132.10 27 .37%
5000 132
51 77 ot
R B 0 Y
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 58 (DEL) Alkane: Cyclicl2.61 Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
12.61 3.13 ug/L 111776 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2-Methylbutyl)cyclohexane 154 C11H22 054105-77-0 68
2 Cyclohexane, (1-ethylpropyl)- 154 C11H22 026321-98-2 64
3 Cyclopentane, 1-hexyl-3-methyl- 168 C12H24 061142-68-5 53
4 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 52
5 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 49
Abundance Scan 3557 (12.610 min): VU028420.D (-3548) (-) m/z 55.10 100.00%
41
69
5000
97 154 R e
111 126 12.20 12.40 12.60 12.80 13.00
o '.-.>L, Ui 230|168 1 7z 83.15  97.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27074: (2-Methylbutyl)cyclohexane
55 83
41
5000 69 LIRS BN SUNIL I
125 12.20 12.40 12.60 12.80 13.00
29 97 m/z 41.10 73.06%
N
I O O Y O Y A A
m/z--> 20 40 60 80 100 120 140 160
Abundance
55 83
69 UV SR SR
12.20 12.40 12.60 12.80 13.00
5000 M 125 m/z 82.10 56 .84%
29
0 97 111 135
miz--> 20 40 60 80 100 120 140 160
Abundance #36847: Cyclopentane, 1-hexyl-3-methyl- L m ma s e et T
55 12.20 12.40 12.60 12.80 13.00
83 m/z 69.10 54 _44%
5000 41
70
il
0 Do m 1 140 155 168
m/z--> 20 40 60 80 100 120 140 160 12120 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 59 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
12.70 3.53 ug/L 126004 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 90
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 87
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
Abundance Scan 3585 (12.700 min): VU028420.D (-3578) (-) m/z 119.10 100.00%
119
5000 134
3 o7 o1
103 12.40 12.60 12.80 13.00
o 92 A0 208 0 Tn/z 134.15  42.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.40 12.60 12.80 13.00
a0 91 m/z 43.10 28.61%
77
ol Y T N N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.40 12.60 12.80 13.00
5000 134 m/z 71.15 23.99%
15 27 39 51 65 77 o 105
O T T T e e e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 57.15 21.09%
5000
77 91 134
wzed © ey L
m/z--> 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 60 1-Phenyl-1-butene Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
12.96 2.82 ug/L 100597 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 96
2 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 95
3 Benzene, 2-butenyl- 132 C10H12 001560-06-1 94
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 93
5 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 92
Abundance Scan 3666 (12.961 min): VU028420.D (-3659) (-) m/z 117.10 100.00%
117
5000 132
91
39 51 65 7/ 148 200 12.60 12.80 13.00 13.20
o el e 29 Tm/z 132.10 39.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117
5000 132
o1 12.60 12.80 13.00 13.20
m/z 106.10 31.49%
27 39 °1 65 77 ‘ 105 ‘
0 ||‘|||‘|||“i”||‘ﬁ‘|||h|||‘i||w‘||Hlul“u‘uluuuulu|||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
199 12.60 12.80 13.00 13.20
5000 m/z 115.10 29.64%
91
o7 39 51 65 17 104
0 [rrrryrrrryrrrry 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
Abundance #14048: Benzene, 2-butenyl-
117 12.60 12.80 13.00 13.20
m/z 105.10 27 .25%
132
5000 g1
27 ig 51 6f 8 | 104 ‘ |
S PR PO M Y e Y AL A S0 S A A
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 61 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.12 21.07 ug/L 751421 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 Tridecane 184 C13H28 000629-50-5 43
4 Tetradecane 198 C14H30 000629-59-4 43
5 Tridecane 184 C13H28 000629-50-5 43

Abundance Scan 3716 (13.122 min): VU028420.D (-3708) (-) m/z 57.10 100.00%

5000

12.80 13.00 13.20 13.40

0 m/z 43.10 84 .84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38315: Dodecane
57
43
71
5000
85 12.80 13.00 13.20 13.40
29 m/z 71.10 50.71%
98 170
P 0. A -
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
43
12.80 13.00 13.20 13.40
5000 1 m/z 41.10 45.29%
85
29
o 14 99 113 127 141 170
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48831: Tridecane T TR
4 517 12.80 13.00 13.20 13.40

m/z 117.10 34 .32%

5000 [
29 85
Lol ) w31 s e
o SN S O S Y o e S S A8

m/z--> 20 40 60 80 100 120 140 160 180 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 : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 62 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
13.28 4_.53 ug/L 161653 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 6-methyl- 184 C13H28 006044-71-9 59
2 Undecane, 5-ethyl- 184 C13H28 017453-94-0 53
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
4 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 47
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 47
Abundance Scan 3765 (13.279 min): VU028420.D (-3757) (-) m/z 57.10 100.00%
57
5000 43

71

104105 130 51 166 - 13.00 13.20 13.40 13.60
0 m/z 43.10 42 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48847: Dodecane, 6-methyl-
57
5000 43
71 13.00 13.20 13.40 13.60
m/z 71.10 38.15%
29 98 112
oL 85 " M2 126 140 155 169 184
T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 13.00 13.20 13.40 13.60
5000 o m/z 41.10 29.38%
29 85
0 98 113 126 140 155
L e T e o S R S i e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48875: Undecane, 2,6-dimethyl- T T TR
57 13. 00 13. 20 13. 40 13 60

m/z 56.10 16.40%

5000 43 &
98
29 85
ol 1l L % | M 157 141 155 169 184

m/z--> 20 40 60 80 100 120 140 160 180 200 13. OO 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 64 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
14.14 4_.31 ug/L 153574 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Tridecane 184 C13H28 000629-50-5 81
3 Tridecane 184 C13H28 000629-50-5 72
4 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 64
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 64
Abundance Scan 4033 (14.141 min): VU028420.D (-4025) (-) m/z 57.10 100.00%
43 Y
71
5000
85
| o0 115 B 147 1 18 13.80 14.00 14.20 14.40
Ol el Ayl 2 L i 162 184 Thn/z 43.10  84.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48831: Tridecane
43 57
5000 n
13.80 14.00 14.20 14.40
29 85 m/z 71.10 54.23%
L e u3aramass  m
miz--> 20 40 60 80 100 120 140 160 180
Abundance
43 o7
71 13.80 14.00 14.20 14.40
5000 m/z 41.10 41.80%
85
29
oL 18 99 113 127 141 155 184
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48833: Tridecane LI L L BB |
3 57 13.80 14.00 14.20 14.40
m/z 85.15 35.25%
71
5000 29 85
0 Ll g % 113 127 1 ass g 184
m/z--> 20 40 60 80 100 120 140 160 180 ' 13.80 14.00 14.20 14.40

SOMULM113018WMA .M Fri Dec 14 11:20:47 2018

Page: 65



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

Misc : 6.069/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 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 65 Naphthalene, 1-methyl- Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
14.88 2.52 ug/L 89935 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 91
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
3 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 91
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
5 Benzocycloheptatriene 142 C11H10 000264-09-5 91
Abundance Scan 4263 (14.880 min): VU028420.D (-4253) (-) m/z 142.05 100.00%
142
5000
115
50 63 g7 14.60 14.80 15.00 15.20
Ol 38 Trpdeas Bl 128 [0 161 208 281 75712110 91.44%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19233: Naphthalene, 2-methyl-
142
5000
115 14.60 14.80 15.00 15.20
m/z 115.05 32.23%
27 5063 89 128 ||
mz-> 20 45 60 85 100 150 140 160 180 200 220 240 260 280
Abundance
142
14.60 14.80 15.00 15.20
5000 m/z 139.10 13.94%
115
ol 3 63 89 128
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19241: 1H-Indene, 1-ethylidene-
141 14.60 14.80 15.00 15.20
m/z 143.10 9.54%
5000 115
39 63 89
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU113018\
Data File : VU028420.D

Acq On : 30 Nov 2018 13:59

Operator : MD/SY

Sample : J6077-06ME

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

ALS Vial : 14 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 1.69 5.5 ug/L 140485 1 5.88 1287840 50.0
(DEL) Alkane: Cyc... 1.84 3.9 ug/L 99413 1 5.88 1287840 50.0
(DEL) Alkane: Str... 1.88 18.4 ug/L 474977 1 5.88 1287840 50.0
(DEL) Alkane: Cyc... 2.00 2.7 ug/L 68694 1 5.88 1287840 50.0
(DEL) Alkane: Cyc... 2.14 3.4 ug/L 87724 1 5.88 1287840 50.0
(DEL) Alkane: Str... 2.71 10.4 ug/L 268217 1 5.88 1287840 50.0
(DEL) Alkane: Cyc... 2.76 3.3 ug/L 86071 1 5.88 1287840 50.0
(DEL) Alkane: Str... 2.97 6.3 ug/L 161616 1 5.88 1287840 50.0
(DEL) Alkane: Cyc... 3.18 9.6 ug/L 248016 1 5.88 1287840 50.0
(DEL) Alkane: Str... 3.28 25.1 ug/L 646028 1 5.88 1287840 50.0
(DEL) Alkane: Cyc... 3.53 2.7 ug/L 70006 1 5.88 1287840 50.0
(DEL) Alkane: Cyc... 4.07 13.8 ug/L 355300 1 5.88 1287840 50.0
Cyclopentene, 1-m... 4.77 5.5 ug/L 143043 1 5.88 1287840 50.0
(DEL) Alkane: Str... 5.05 5.3 ug/L 136145 1 5.88 1287840 50.0
(DEL) Alkane: Str... 5.21 10.7 ug/L 276504 1 5.88 1287840 50.0
(DEL) Alkane: Cyc... 5.47 5.2 ug/L 133856 1 5.88 1287840 50.0
(DEL) Alkane: Cyc... 5.61 8.2 ug/L 212095 1 5.88 1287840 50.0
(DEL) Alkane: Cyc... 5.66 8.8 ug/L 225565 1 5.88 1287840 50.0
(DEL) Alkane: Str... 5.77 34.0 ug/L 876764 1 5.88 1287840 50.0
1,3-Pentadiene, 2... 6.21 3.8 ug/L 98473 1 5.88 1287840 50.0
(DEL) Alkane: Cyc... 6.63 5.7 ug/L 146843 1 5.88 1287840 50.0
(DEL) Alkane: Cyc... 6.73 3.2 ug/L 83432 1 5.88 1287840 50.0
Cyclohexene, 4-me... 6.84 3.4 ug/L 88182 1 5.88 1287840 50.0
(DEL) Alkane: Cyc... 6.90 5.5 ug/L 141219 1 5.88 1287840 50.0
Cyclopentene, 1,5... 7.06 6.4 ug/L 164154 1 5.88 1287840 50.0
(DEL) Alkane: Str... 7.17 11.7 ug/L 302345 1 5.88 1287840 50.0
unknown-01 7.22 21.1 ug/L 543925 1 5.88 1287840 50.0
(DEL) Alkane: Str... 7.34 4.8 ug/L 123857 1 5.88 1287840 50.0
Cyclohexene, 1-me... 7.42 7.1 ug/L 182427 1 5.88 1287840 50.0
(DEL) Alkane: Cyc... 7.72 8.0 ug/L 258978 2 9.09 1624610 50.0
(DEL) Alkane: Cyc... 7.91 5.6 ug/L 183149 2 9.09 1624610 50.0
(DEL) Alkane: Cyc... 8.49 3.1 ug/L 100868 2 9.09 1624610 50.0
(DEL) Alkane: Cyc... 8.54 4.9 ug/L 159864 2 9.09 1624610 50.0
(DEL) Alkane: Cyc... 8.60 4.7 ug/L 152790 2 9.09 1624610 50.0
unknown-02 8.75 4.8 ug/L 156555 2 9.09 1624610 50.0
(DEL) Alkane: Str... 8.91 5.0 ug/L 162204 2 9.09 1624610 50.0
(DEL) Alkane: Str... 9.03 6.8 ug/L 219668 2 9.09 1624610 50.0
(DEL) Alkane: Str... 9.44 29.4 ug/L 956334 2 9.09 1624610 50.0
(DEL) Alkane: Cyc... 9.56 3.3 ug/L 106062 2 9.09 1624610 50.0
(DEL) Alkane: Cyc... 9.71 4.8 ug/L 155594 2 9.09 1624610 50.0
(DEL) Alkane: Str... 9.95 8.8 ug/L 285406 2 9.09 1624610 50.0
(DEL) Alkane: Cyc... 10.04 5.5 ug/L 177819 2 9.09 1624610 50.0
(DEL) Alkane: Str... 10.32 5.1 ug/L 181010 3 11.48 1783410 50.0
(DEL) Alkane: Cyc... 10.76 11.0 ug/L 392040 3 11.48 1783410 50.0
Decane 10.81 25.6 ug/L 913582 3 11.48 1783410 50.0
Benzene, l-ethyl-._.. 10.97 3.4 ug/L 120637 3 11.48 1783410 50.0
(DEL) Alkane: Str... 11.11 3.3 ug/L 117044 3 11.48 1783410 50.0
(DEL) Alkane: Cyc... 11.40 3.6 ug/L 130101 3 11.48 1783410 50.0
Benzene, 1,2,3-tr... 11.57 4.9 ug/L 174402 3 11.48 1783410 50.0
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Benzene, 2-propenyl- 11.77 4.2 ug/L 150679 3 11.48 1783410 50.0
Benzene, (1-methy... 11.81 2.6 ug/L 92348 3 11.48 1783410 50.0
(DEL) Alkane: Cyc... 11.98 6.2 ug/L 219652 3 11.48 1783410 50.0
(DEL) Alkane: Str... 12.02 24 _3 ug/L 865258 3 11.48 1783410 50.0
o-Cymene 12.25 3.2 ug/L 113655 3 11.48 1783410 50.0
Indan, 1-methyl- 12.36 4.6 ug/L 165053 3 11.48 1783410 50.0
(DEL) Alkane: Cyc... 12.61 3.1 ug/L 111776 3 11.48 1783410 50.0
Benzene, 1,2,4,5-... 12.70 3.5 ug/L 126004 3 11.48 1783410 50.0
1-Phenyl-1-butene 12.96 2.8 ug/L 100597 3 11.48 1783410 50.0
(DEL) Alkane: Str... 13.12 21.1 ug/L 751421 3 11.48 1783410 50.0
(DEL) Alkane: Str... 13.28 4.5 ug/L 161653 3 11.48 1783410 50.0
(DEL) Alkane: Str... 14.14 4.3 ug/L 153574 3 11.48 1783410 50.0
Naphthalene, 1-me... 14.88 2.5 ug/L 89935 3 11.48 1783410 50.0
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