LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULM113018WMA .M
Title : VOC Analysis
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.395 61 69 82 rvB 235297 264400 4_.51% 0.251%
2 1.640 139 145 155 rBvY 228002 245872 4._.20% 0.233%
3 1.694 156 162 170 rVvVv 217717 229316 3.91% 0.218%
4 2.238 319 331 357 rVB 406162 679495 11.60% 0.645%
5 2.675 444 467 491 rvv2 92963 238713 4_.07% 0.226%
6 2.964 537 557 577 rBV 517051 1112885 19.00% 1.056%
7 4.189 923 938 988 rBV 153236 555695 9.49% 0.527%
8 4.643 1060 1079 1096 rBv2 307988 753257 12.86% 0.715%
9 4.980 1164 1184 1198 rBvV 525522 1273436 21.74% 1.208%
10 5.067 1198 1211 1233 rVB2 239627 582798 9.95% 0.553%

11 5.244 1238 1266 1276 rBvV2 278021 739735 12.63% 0.702%
12 5.331 1276 1293 1317 rVV2 694593 1974261 33.70% 1.873%
13 5.469 1318 1336 1348 rvv2 894172 2007484 34.27% 1.904%
14 5.543 1348 1359 1369 rVvVv 740946 1612877 27.53% 1.530%
15 5.614 1369 1381 1406 rVB2 1182250 2653016 45.29% 2.517%

16 5.881 1448 1464 1500 rBV 708665 1468790 25.07% 1.393%
17 6.328 1590 1603 1611 rVvVv 436743 904427 15.44% 0.858%
18 6.405 1611 1627 1641 rVvV3 2329055 5858219 100.00% 5.558%
19 6.527 1655 1665 1679 rVvB2 139980 263204 4._.49% 0.250%
20 6.733 1711 1729 1749 rBvV 637944 1306056 22.29% 1.239%

21 6.897 1761 1780 1798 rBV 805206 1588535 27.12% 1.507%
22 7.228 1870 1883 1898 rBv2 283586 822659 14.04% 0.780%
23 7.430 1935 1946 1961 rVB5 143040 356204 6.08% 0.338%
24 7.524 1961 1975 1981 rBV2 1193517 2292433 39.13% 2.175%
25 7.559 1982 1986 2014 rVB3 1290231 2116071 36.12% 2.007%

26 7.700 2017 2030 2038 rBV5 293905 639453 10.92% 0.607%
27 7.771 2045 2052 2065 rVB2 438419 781746 13.34% 0.742%
28 7.852 2065 2077 2085 rvVv 215590 398734 6.81% 0.378%
29 7.913 2085 2096 2113 rVB3 1048121 1919142 32.76% 1.821%
30 8.041 2118 2136 2147 rBV 288876 554685 9.47% 0.526%

31 8.221 2181 2192 2205 rVB2 173616 308720 5.27% 0.293%
32 8.324 2205 2224 2236 rBV 1320142 2489157 42.49% 2.361%
33 8.450 2249 2263 2268 rBV 198036 355488 6.07% 0.337%
34 8.482 2269 2273 2281 rVvV3 185703 256493 4._.38% 0.243%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM113018WMA _M
VOC Analysis

35 8.543 2282 2292 2301 rVB 875664 1429766 24.41% 1.356%

36 8.604 2301 2311 2321 rBV 1212359 2161389 36.89% 2.050%
37 8.755 2345 2358 2367 rBV 383355 684840 11.69% 0.650%
38 8.813 2367 2376 2379 rVV 317661 467775 7.98% 0.444%
39 8.845 2380 2386 2414 rVB4 587469 1284456 21.93% 1.219%
40 9.022 2433 2441 2452 rVV 185538 338824 5.78% 0.321%

41 9.089 2452 2462 2475 rVV 1069706 1882290 32.13% 1.786%
42 9.186 2476 2492 2500 rVvVv3 217528 616294 10.52% 0.585%
43 9.241 2500 2509 2525 rVvVv3 280499 595900 10.17% 0.565%
44 9.347 2525 2542 2550 rVV5 441664 1076070 18.37% 1.021%
45 9.401 2551 2559 2566 rvv2 605032 1110173 18.95% 1.053%

46 9.443 2566 2572 2598 rVB2 364071 856574 14.62% 0.813%
47 9.562 2598 2609 2622 rBV3 321315 603813 10.31% 0.573%
48 9.716 2642 2657 2676 rBV5 619613 1446377 24.69% 1.372%
49 9.816 2677 2688 2696 rBV5 217708 410311 7.00% 0.389%
50 9.951 2711 2730 2740 rBV3 1767993 3301569 56.36% 3.132%

51 10.041 2750 2758 2765 rBV2 767153 1193075 20.37% 1.132%
52 10.086 2766 2772 2784 rVB 1007575 1659345 28.33% 1.574%
53 10.160 2785 2795 2805 rVB7 270012 519875 8.87% 0.493%
54 10.221 2805 2814 2818 rBV3 220606 350980 5.99% 0.333%
55 10.253 2819 2824 2835 rVB4 319762 496395 8.47% 0.471%

56 10.376 2853 2862 2870 rBV2 254988 395476 6.75% 0.375%
57 10.437 2870 2881 2888 rVVv 764570 1310208 22.37% 1.243%
58 10.488 2889 2897 2915 rVB4 990073 1829689 31.23% 1.736%
59 10.633 2934 2942 2954 rVV6 286832 684625 11.69% 0.649%
60 10.700 2956 2963 2970 rVV6 343546 644585 11.00% 0.612%

61 10.752 2970 2979 2989 rVvv2 795150 1476849 25.21% 1.401%
62 10.810 2991 2997 3007 rVvVv8 330646 692924 11.83% 0.657%
63 10.864 3009 3014 3021 rVB5 141234 196344 3.35% 0.186%
64 10.974 3041 3048 3054 rBV2 138710 272777 4.66% 0.259%
65 11.070 3070 3078 3084 rBV5 175635 269477 4.60% 0.256%

66 11.115 3084 3092 3098 rBV 688216 1055901 18.02% 1.002%
67 11.334 3154 3160 3170 rVB6 556355 938157 16.01% 0.890%
68 11.398 3172 3180 3187 rVV2 684995 998515 17.04% 0.947%
69 11.440 3189 3193 3199 rVB3 224608 250221 4.27% 0.237%
70 11.485 3199 3207 3216 rBV 1261784 1861849 31.78% 1.766%

71 11.665 3256 3263 3271 rVB 323549 455841 7.78% 0.432%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

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

: VOC Analysis

72 11.777 3288 3298 3308 rBV9 284096 635058 10.84% 0.602%
73 11.861 3314 3324 3342 rVB3 1603596 3279501 55.98% 3.111%
74 12.183 3414 3424 3432 rBV5 442949 866704 14.79% 0.822%
75 12.359 3470 3479 3488 rBV3 609997 1175381 20.06% 1.115%

76 12.443 3499 3505 3513 rVB6 287348 412282 7.04% 0.391%
77 12.511 3519 3526 3546 rVB3 827820 1689099 28.83% 1.602%
78 12.610 3547 3557 3564 rBV 1177956 1938825 33.10% 1.839%
79 12.723 3583 3592 3603 rVB3 680441 1124516 19.20% 1.067%
80 12.787 3605 3612 3623 rVVv4 251087 443536 7.57% 0.421%

81 12.880 3635 3641 3650 rBV3 263746 480314 8.20% 0.456%
82 13.118 3707 3715 3736 rVB3 1641461 3193264 54.51% 3.029%
83 13.282 3758 3766 3772 rBV3 765346 1357995 23.18% 1.288%
84 13.408 3799 3805 3812 rVB3 350138 456245 7.79% 0.433%
85 13.453 3814 3819 3827 rVB2 273722 381757 6.52% 0.362%

86 13.507 3829 3836 3844 rBV3 491218 751942 12.84% 0.713%
87 13.726 3896 3904 3915 rVB6 666395 1308920 22.34% 1.242%
88 13.790 3916 3924 3935 rBV4 680205 1180676 20.15% 1.120%
89 13.883 3948 3953 3959 rvVB2 281552 321492 5.49% 0.305%
90 14.343 4085 4096 4107 rVB6 755950 1559421 26.62% 1.479%

91 14.681 4193 4201 4219 rBV4 420742 845002 14.42% 0.802%
92 14.874 4252 4261 4273 rBV3 626246 1356880 23.16% 1.287%
93 15.009 4298 4303 4309 rBV5 180639 271026 4.63% 0.257%
94 15.536 4462 4467 4474 rBV 240863 341430 5.83% 0.324%
95 15.662 4501 4506 4516 rVB6 284477 421001 7.19% 0.399%

96 15.912 4573 4584 4596 rBV6 540879 1240414 21.17% 1.177%
97 16.060 4623 4630 4636 rBV 587427 854330 14.58% 0.810%
98 16.102 4637 4643 4659 rVB8 648805 1302344 22.23% 1.236%
99 17.166 4968 4974 4984 rVB 366845 536523 9.16% 0.509%
100 17.227 4987 4993 5003 rVV6 164092 261006 4._46% 0.248%

Sum of corrected areas: 105409869

SOMULM113018WMA_M Wed Dec 05 16:08:07 2018 Page: 3



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
VU028463.D

04 Dec 2018 13:15

MD/SY

J6171-05ME
6.73a/5mL/100uL/5.0mL/MSVOA_U/MEOH

9 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 74

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

1.69 7.81 ug/L 229316 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 83
3 Butane. 2-methvl- 72 C5H12 000078-78-4 64
4 Pentane 72 C5H12 000109-66-0 53
5 Pentane 72 C5H12 000109-66-0 33

Abundance Scan 161 (1.691 min): VU028463.D (-156) (-) m/z 43.10 100.00%
43 57
5000
III/LIIIIIIIIIIIIIIII
1.40 1.60 1.80 2.00
T 91104 128143 168 191207222 248 m/z 57.05 96 . 38%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #714: Butane, 2-methyl-
43
57
5000 U AU L I R
1.40 1.60 1.80 2.00
29 m/z 41.10 95.71%
72
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #712: Butane, 2-methyl-
43
57 1.40 1.60 1.80 2.00
5000 27 m/z 42.10 85.52%
1 i 2
o R e T T R R
m/z--> 0 20 40 éo 80 100 120 140 160 180 200 220 240
Abundance #713: Butane, 2-methyl- A E e S s e
43 1.40 1.60 1.80 2.00
m/z 39.10 32.54%
57
5000 29
0'}“ﬁi”'W*“'wn%w'“w'“l““l“"“"'“"“'w“'v'“
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 73

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

2.67 8.13 ug/L 238713 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 78
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 59
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 56
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 46
5 Tetrahydrofuran 72 C4H80 000109-99-9 36

Abundance Scan 465 (2.668 min): VU028463.D (-444) (-) m/z 43.05 100.00%
a3
5000 { !
71
| 55 86 007 2.40 2.60 2.80 3.00
ol e e m/z 42.10 83.75%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1831: Butane, 2,3-dimethyl-
43
5000
2.40 2.60 2.80 3.00
27 - m/z 41.05 36.60%
15 | | 55 36
0 '%"hﬁ:":'JW"'W'“'W"'W"”I"” [rrrrprrorrpTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1830: Butane, 2,3-dimethyl-
a4p
2.40 2.60 2.80 3.00
5000 m/z 71.10 19.58%
71
27 ‘
55 86
0 w"}i'h'w*'ﬂw"'w"'w"'w"“l"“ [rrrrprrorrprT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1832: Butane, 2,3-dimethyl- e R maaa p
43 2.40 2.60 2.80 3.00
m/z 39.10 13.82%
5000
97 71
0 15 ‘\ [l 5\5 ‘ 8§
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 18

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

2.96 37.88 ug/L 1112890 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 74
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 64

Abundance Scan 556 (2.961 min): VU028463.D (-537) (-) m/z 57.10 100.00%

97
41
5000

260 280 300 3.20

71 86 207

0.,....,....li'..."-,..'..,.-...,....,....,.... SN TS m/z 56.10 80.61%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29 LA L L L L L LB L
2.60 2.80 3.00 3.20
m/z 41.10 63.09%
15 7|1 86
o’ L o SO
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1826: Pentane, 3-methyl-
57
B AR e e o
29 41 2.60 2.80 3.00 3.20
5000 m/z 43.05 24 .53%
s ||l | e
L L R o s o = = S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1827: Pentane, 3-methyl-
57 2.60 2.80 3.00 3.20

m/z 39.10 14 _.74%

29 41
5000
0 2 1\5 \‘\ ‘\‘ Ll 7\1 8§
L L B

m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 42

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

5.07 19.84 ug/L 582798 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 94
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 87
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 58
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42

Abundance Scan 1212 (5.070 min): VU028463.D (-1198) (-) m/z 56.10 100.00%
43 %
5000 71
85 4.80 5.00 520 5.40
0 ...,....,....,....,..??l,l:..ﬁ".-.' o A0 Tm/z 43.10  79.04%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3985: Pentane, 2,3-dimethyl-
43 56
5000 71
29 4.80 5.00 520 5.40

m/z 57.10 67 .31%
37|| 50 ||| 63 | 77 & 100

O e e e R e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
4.80 5.00 5.20 5.40
5000 m/z 41.10 64.62%
29 71
\‘ 37| 49 || 65 77 & 100
O e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3987: Pentane, 2,3-dimethyl-
a3 56 4.80 5.00 520 5.40
m/z 71.05 38.24%
5000 29
71
o2 a7 so ]l es | 77 & 100
B i B L o RN R EE s L a s s s s e R R S N R RE Eaa
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 5 (DEL) Alkane: Cyclic5.24 Concentration Rank 35

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

5.24 25.18 ug/L 739735 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 90
2 2-Heptene 98 C7H14 000592-77-8 64
3 3-Heptene 98 C7H14 000592-78-9 59
4 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 58
5 2-Heptene 98 C7H14 000592-77-8 45

Abundance Scan 1265 (5.241 min): VU028463.D (-1238) (-) m/z 56.05 100.00%
56
69
41 83
5000

5.00 5.20 5.40 5.60

98 207

o S s —— LA m/z 55.10 85.56%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3390: Cyclopentane, 1,1-dimethyl-
56
41 69
83
5000
27 5.00 520 5.40 5.60
m/z 69.10 76.44%
15 98
o+
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3294: 2-Heptene
41 ¥
69 5.00 520 5.40 5.60
5000 98 m/z 83.20 62.45%
27
0 .“.FE.UHMW.NMuﬁ.ﬁﬁ..p..w..”,.”. RS R
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3292: 3-Heptene
41 56 5.00 520 5.40 5.60
m/z 41.10 57.16%
69
5000
98
27
okt L L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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: Cyclic5.47 Concentration Rank 4

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

5.47 68.34 ug/L 2007480 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 91
2 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 91
3 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 83
4 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 81
5 Cyclobutanone, 2,2-dimethyl- 98 C6H100 001192-14-9 72

Abundance Scan 1336 (5.469 min): VU028463.D (-1318) (-) m/z 70.10 100.00%
70
56
41
5000
83
| 98 207 520 5.40 560 5.80
of o I I e e e e R e O m/z 56.10 77.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56 7P
41
5000
520 5.40 560 5.80
27 83 o5 m/z 55.05 65.09%
0 LS AL UL AL UL B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
520 5.40 560 5.80
5000 m/z 41.10 58.86%
27 83
s |l [T
0 "“'|"‘ 'l"""“‘l"‘“"I""‘I""I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3410: Cyclopentane, 1,3-dimethyl-, cis-
56 70 520 5.40 560 5.80
m/z 43.10 26 .78%
41
5000
83
0"W'H”MM”HI”t'N"W"”I'”'I”"P"W"”I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 520 5.40 560 5.80

SOMULM113018WMA .M Wed Dec 05 16:08:13 2018 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 7 (DEL) Alkane: Cyclic5.54 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
" 5.54 54.91 ug/L 1612880  1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvcloventane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 94

2 Cvclopentane.

1.3-dimethvl-.

trans- 98 C7H14

001759-58-6 91

3 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 90
4 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 87
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 64

Abundance Scan 1358 (5.540 min): VU028463.D (-1348) (-) m/z 70.10 100.00%
56 70
41
5000
83
98 207 5.20 5.40 5.60 5.80
(o} m/z 56.10 98 .94%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3407: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
27 a3 5.20 5.40 5.60 5.80
o8 m/z 55.10 80.78%
15
0 e
m/z--> 0 200 40 60 80 100 120 140 160 180 200
Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans-
56 70
41
R R ERERE e )
5.20 5.40 5.60 5.80
5000 m/z 41.10 68.15%
27
83
s hAL]Y
0 .,1...‘.,.1..}‘..‘.”‘,.‘a‘..,....‘,....,.... S e
m/z--> 0 200 40 60 80 100 120 140 160 180 200
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56 70 5.20 5.40 5.60 5.80
41 m/z 69.10 38.30%
5000
83
Lha L]
0 .,....,..‘..,... ‘,.‘a‘..,....‘,....,.... R EEEREEEE RS RS
m/z--> 0 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80

SOMULM113018WMA .M Wed Dec 05 16:08:14 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 8 (DEL) Alkane: Cyclic5.61 Concentration Rank 1

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

5.61 90.31 ug/L 2653020 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl- 98 C7H14 002452-99-5 95
2 lIsopropvicvclobutane 98 C7H14 000872-56-0 94
3 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 91
4 Cvclopentane. 1.2-dimethvl-., cis- 98 C7H14 001192-18-3 91
5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91

Abundance Scan 1380 (5.611 min): VU028463.D (-1369) (-) 56.10 100.00%

56
70
41
5000
83 98

| | 207 520 5.40 5.60 5.80 6.00
) I el o A 2% 'm/z 55.10  72.00%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3391: Cyclopentane, 1,2-dimethyl-
56
41 70

5000 |||||||||| TTT T[T T T[T
520 540 5.60 5.80 6.00
27 a3 98 m/z 70.10  68.86%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3336: Isopropylcyclobutane
a1 %P
VAN
e e
70 5.20 5.40 5.60 5.80 6.00
5000 m/z 41.10 59.92%

o

27
98
Lz
el e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance : i

#3416: Cyclopentane, 1,2-dimethyl-, trans- . L o o O LA e e e e e e
56 520 540 560 580 600

m/z 69.10 32.57%

41
70
5000
27 98
s |0 Lg
1 ! “ \‘ H‘ ully ‘
L. e e e B

m/z--> 0 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80 6.00

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 70

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

6.53 8.96 ug/L 263204 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 95
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 94
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 91
4 Hexane. 2.4 dimethvl- 114 C8H18 000589-43-5 91
5 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 64

Abundance Scan 1666 (6.530 min): VU028463.D (-1655) (-) m/z 43.10 100.00%
43 57
85
5000
ot 6.20 6.40 6.60 6.80
o X7 m/z 57.10  87.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7642: Hexane, 2,4-dimethyl-
43 57
85
5000
6.20 6.40 6.60 6.80
29 m/z 85.20 71.17%
15 O d| L 99 114
0'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #7633. Hexane, 2,4-dimethyl-
B 5
a5 6.20 6.40 6.60 6.80
5000 m/z 41.10 48.63%
29
0 15 “ \ \‘\ \H n 99 114
m/z--> 20 40 60 80 100 150 140 160 180 200
Abundance #7640: Hexane, 2,4-dimethyl-
43 6.20 6.40 6.60 6.80
57 m/z 56.10 35.19%
5000
85
0 '|'U"| "'hl"ﬂ"ll" ??"¥1ﬁ|""| SR SRR RN S
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 10 (DEL) Alkane: Cyclic6.73 Concentration Rank 12

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

6.73 44_46 ug/L 1306060 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 94
2 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 016883-48-0 91
3 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 004850-28-6 91
4 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 90
5 Cyclobutane, 2-ethyl-1-methyl-3-._.. 140 C10H20 061233-72-5 72

Abundance Scan 1728 (6.729 min): VU028463.D (-1711) (-) m/z 70.10 100.00%
70
55
5000
84 97 112 6.40 6.60 6.80 7.00
o...,....,....,....,“'...,.'.]'.,‘??.J'..??,.-:..?.1..'.,....,.'...,. m/z 55.10  70.66%
m/z--> 10 20 30 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 41.10 27.02%

23 2 |||. | 63 |

778 g 9 112
0..w..”,..”,.”.,.”.,”..“......w..”,..”,.”.,”..“
m/z--> 10 20 30 50 60 70 80 90 100 110 120
Abundance #6832: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
70
55
6.40 6.60 6.80 7.00
5000 m/z 69.10 22.83%
41
27
112
o 15 |34l Joes | 78 o M
e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6833: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,...
70 6.40 6.60 6.80 7.00
55 m/z 42.10 19.92%
5000
41
27 97 2
o 15 |j3alllar ] 63 [ 778 a 1
T A B
m/z--> 10 20 30 40 50 60 70 80 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\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 11 (DEL) Alkane: Cyclic6.90 Concentration Rank 7

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

6.90 54.08 ug/L 1588540 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 015890-40-1 93
2 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 015890-40-1 91
3 Cvclopentane. 1.2.3-trimethvl- 112 C8H16 002815-57-8 91
4 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 87
5 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 64

Abundance Scan 1781 (6.900 min): VU028463.D (-1761) (-) m/z 70.05 100.00%
5 70
5000 a1
84
97 112 6.60 6.80 7.00 7.20
o...,....,....,....|ill...,-.':.|.,‘??.': '...7,.']..??..'.,....,.'...,. m/z 55.10 90.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6835: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
5000 41
6.60 6.80 7.00 7.20
27 84 m/z 56.05 85.24%
| 97 112
0 "'l""l""l""|lll"'5|0'I= 'I§?“:|"??I""I'”'I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6834: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
41 6.60 6.80 7.00 7.20
5000 m/z 41.10 50.34%
27
84 112
I Ll sell sl 77 | o
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6790: Cyclopentane, 1,2,3-trimethyl-
56 70 6.60 6.80 7.00 7.20
m/z 69.05 36.62%
5000
41
7 ‘ ‘ ‘ 84 112
0"'P'”I'”MP"h””'I“'W"“‘”??PM”I'?ZP'”I”"P
m/z--> 10 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\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 13 (DEL) Alkane: Cyclic7.43 Concentration Rank 59

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

7.43 12.13 ug/L 356204 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvilcvclobutane 98 C7H14 000872-56-0 59
2 Hexane. 2-methvl-4-methvlene- 112 C8H16 003404-80-6 53
3 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 52
4 Cvclopentane. 1.2.3-trimethvl-, ... 112 C8H16 002613-69-6 50
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 50

Abundance Scan 1946 (7.430 min): VU028463.D (-1935) (-) m/z 70.10 100.00%
55 70
5000 83
41 111
| 97 ‘ 207 7.00 7.20 7.40 7.60 7.80
O o L B B o e R R R L m/z 55.10 87.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3339: Isopropylcyclobutane
55
70
5000
41 7.00 7.20 7.40 7.60 7.80
27 83 m/z 69.10 57.73%
0 '””l'“'w"w"“l'“'l“"w"w"”l'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6779: Hexane, 2-methyl-4-methylene-
55 70
a1 7.00 7.20 7.40 7.60 7.80
5000 m/z 83.10 40.99%
27 ‘ 83 12
0 ..]-.Slu‘l‘..l‘..“”‘lu“ﬁ“. |H|‘l||9|‘7||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6789: Cyclopentane, 1,2,4-trimethyl-
70 7.00 7.20 7.40 7.60 7.80
- m/z 41.10 34.93%
5000
41
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 14 (DEL) Alkane: Cyclic7.70 Concentration Rank 48

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

7.70 16.99 ug/L 639453 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptane. methvl- 112 C8H16 004126-78-7 72
2 Cvclopentane. 1l-ethvl-3-methvl- 112 C8H16 003726-47-4 60
3 Cvclohexanone. 4-methvl- 112 C7H120 000589-92-4 59
4 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 58
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 52

Abundance Scan 2030 (7.700 min): VU028463.D (-2017) (-) m/z 55.10 100.00%
55
97
41
5000 69 83
112 7.40 7.60 7.80 8.00
0 et | m/z 97.05  72.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6689: Cycloheptane, methyl-
55 97
41
5000
69 83 7.40 7.60 7.80 8.00
27 m/z 41.10 53.78%
112
0 [rr T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6794: Cyclopentane, 1-ethyl-3-methyl-
55 83
7.40 7.60 7.80 8.00
5000 41 m/z 56.05  49.50%
o i \‘\ J H‘ ‘ o 12
”'I"”I'"W""P"'I”"I'”'I"”I"'W""I
m/z--> 40 100 120 140 160 180
Abundance #6533. Cyclohexanone, 4-methyl-
55 7.40 7.60 7.80 8.00
m/z 83.10 46.83%
5000
112
41 a3
0 IIllsllmll‘l“lll\l‘ll\” ||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 15 (DEL) Alkane: Cyclic7.77 Concentration Rank 40

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

7.77 20.77 ug/L 781746 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1-ethvl-2-methvl-._... 112 C8H16 000930-89-2 87
2 Cvclopentane. 1l-ethvl-2-methvl-.... 112 C8H16 000930-89-2 80
3 Cvclopentane. 1-ethvl-2-methvl-.... 112 C8H16 000930-89-2 72
4 Cvclooctane 112 C8H16 000292-64-8 70
5 Cyclooctane 112 C8H16 000292-64-8 64

Abundance Scan 2052 (7.771 min): VU028463.D (-2045) (-) m/z 55.10 100.00%
56
83
41 70
5000
112
| 97 | 207 7.40 7.60 7.80 8.00 8.20
o i m/z 83.10 76 .12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6827: Cyclopentane, 1-ethyl-2-methyl-, cis-
55
41 83
5000 70
27 7.40 7.60 7.80 8.00 8.20
m/z 41.10 60.67%
97 112
15 .
o B SO O e O B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6824: Cyclopentane, 1-ethyl-2-methyl-, cis-
41 5b 83
0 7.40 7.60 7.80 8.00 8.20
5000 - m/z 70.10 60.09%
. ‘ ‘ o7 112
0"”I'l”kL“NM'M”I"”H"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6826: Cyclopentane, 1-ethyl-2-methyl-, cis-
55 83 7.40 7.60 7.80 8.00 8.20
4 m/z 56.10 58.77%
70
5000
27
112
97
0...1.5“...“..|....|....|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 16 (DEL) Alkane: Cyclic7.91 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.91 50.98 ug/L 1919140 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane.
2 Cvclohexane.
3 Cvclohexane.
4 Cvclohexane.
5 Cyclohexane,

methvl-. trans- 112 C8H16
methvl-. cis- 112 C8H16

methvl- (cis/... 112 C8H16
imethyl-, trans- 112 C8H16

1.2-di
1.2-di
1.2-dimethvl- (cis/... 112 C8H16
1.2-di
1,2-di

006876-23-9 87
002207-01-4 87
000583-57-3 87
000583-57-3 76
006876-23-9 76

Abundance Scan 2095 (7.909 min): VU028463.D (-2085) (-) m/z 55.10 100.00%
56 9
7
41 69
5000
84 112
126 20 7.60 7.80 8.00 8.20
ol NV RS N e A m/z 97.20 81.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6815: Cyclohexane, 1,2-dimethyl-, trans-
56 97
5000 41
69 7.60 7.80 8.00 8.20
112 0
7 83 m/z 41.10 53.33%
0..}?“LL.WH.”,.M”,n..w....“...,”..,.”.,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6802: Cyclohexane, 1,2-dimethyl-, cis-
55
40 97 7.60 7.80 8.00 8.20
5000 0 83 m/z 69.10 51.98%
27 112
0 1\5 H Al H‘\ H I 1
IR o o o o S LA e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6830: Cyclohexane, 1,2-dimethyl- (cis/trans)
55 97 7.60 7.80 8.00 8.20
m/z 56.10 49_72%
5000 41
70 83 112
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\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 17 (DEL) Alkane: Cyclic8.04 Concentration Rank 52

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

8.04 14.73 ug/L 554685 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-., trans- 112 C8H16 002207-03-6 97
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 97
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 97
4 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 96
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96

Abundance Scan 2136 (8.041 min): VU028463.D (-2118) (-) m/z 55.10 100.00%
56 97
5000
4l 112
69
83 207 7.80 8.00 8.20 8.40
o I B e m/z 97.15 93.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans-
56 97
5000
41 112 7.80 8.00 8.20 8.40
69 m/z 41.10 36 .00%
27 | | 83
0"}?VU'JA'*IN”L'”L' SRS SEABE PR SRR RS S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6816: Cyclohexane, 1,3-dimethyl-, trans-
55 97
7.80 8.00 8.20 8.40
5000 41 110 m/z 112.15 29.74%
27 69
s | ) L)
0"”I'l”ih'”H'ﬁ”lu'JH"“I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans-
55 97 7.80 8.00 8.20 8.40
m/z 56.05 28.31%
5000
41 112
69
‘ ‘ 83
0"”I'U”ht'”H'J”IH'JH"“I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 18 Hexyl octyl ether Concentration Rank 72

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

8.22 8.20 ug/L 308720 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvl octvl ether 214 C14H300 017071-54-4 59
2 Octane 114 C8H18 000111-65-9 53
3 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 53
4 Pentane. 3-ethvl-2-methvl- 114 C8H18 000609-26-7 53
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 49

Abundance Scan 2192 (8.221 min): VU028463.D (-2181) (-) m/z 43.10 100.00%
43
70
5000 57 8
7.80 8.00 8.20 8.40 8.60
35 ‘ 97 111 126 164
0”P”q.”LL”Phq.mq””PLw.mw””ﬁ”w”:wnupnq”.wuupn m/z 70.10 53.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #72867: Hexyl octyl ether
43 57 86
71
5000
7.80 8.00 8.20 8.40 8.60
29 m/z 85.20 51.67%
0 103112 143
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #7620: Octane
43
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 42 .58%
57
29 ‘ n &
O”P”W””P”W””P”W””P”W””P”Wyﬂl“”P”W””P”W””P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #12697: Heptane, 2,4-dimethyl-
43 7.80 8.00 8.20 8.40 8.60
m/z 57.10 38.60%
5000 a5
57 71
29
0 L] \‘m M‘ “ | 99 113 128
U A R A A A R S DR D B R L B B

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 66

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

8.45 9.44 ug/L 355488 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 91
2 Octane. 3-methvl- 128 C9H20 002216-33-3 90
3 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 90
4 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 90
5 Octane, 3-methyl- 128 C9H20 002216-33-3 72

Abundance Scan 2263 (8.450 min): VU028463.D (-2249) (-) m/z 57.10 100.00%
57
5000
43
71 99 8.20 8.40 8.60 8.80
o e S5 L 18 2T m/z 43.10 34.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12686: Heptane, 2,5-dimethyl-
57
5000
43 8.20 8.40 8.60 8.80
0
- - 99 m/z 41.10 27.11%
ol 15 | 8 | 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12669: Octane, 3-methyl-
57
8.20 8.40 8.60 8.80
5000 m/z 56.10 20.00%
43
29 98
0 15 \‘ \‘\‘ Il 7\\1 85 h 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12701: Heptane, 2,5-dimethy!-
57 8.20 8.40 8.60 8.80
m/z 71.10 11.53%
5000 43
29
0 \‘ \‘\ I 7\‘1 85 9\\9 113 128
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\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 20 (DEL) Alkane: Cyclic8.48 Concentration Rank 79

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

8.48 6.81 ug/L 256493 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 91
2 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 87
3 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 76
4 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 58
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 58

Abundance Scan 2272 (8.479 min): VU028463.D (-2269) (-) m/z 55.10 100.00%
55
97
5000 41
8.20 8.40 8.60 8.80
Ol m/z 97.10 66 .18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6803: Cyclohexane, 1,2-dimethyl-, cis-
55
97
41
5000 83
6 112 8.20 8.40 860 8.80
27 m/z 41.10 42 _.61%
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6799: Cyclohexane, 1,2-dimethyl-, cis-
55
97
8.20 8.40 860 8.80
5000 41 83 m/z 69.10 42 _.13%
6 112
27
0 ...lu‘...‘i‘...“‘ .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6820: Cyclohexane, 1,2-dimethyl-, trans-
55 97 8.20 8.40 860 8.80
m/z 83.10 41_06%
41
5000 110
27 % o
o .J‘.m.“.”n”.w”.w.”...”..” A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 21 (DEL) Alkane: Cyclic8.54 Concentration Rank 17

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

8.54 37.98 ug/L 1429770 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 87
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87

Abundance Scan 2291 (8.540 min): VU028463.D (-2282) (-) m/z 83.10 100.00%
83
55
5000 a
112
| 6|7 S | 820 8.40 8.60 8.80
o L | MMM N, m/z 55.10 78.17%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6668: Cyclohexane, ethyl-
83
55
5000
41 8.20 8.40 8.60 8.80
112 m/z 82.10 45.97%
27 67
S N PO R 0 1
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6669: Cyclohexane, ethyl-
83
= 8.20 8.40 8.60 8.80
5000 m/z 41.10 36.53%
41
112
27 67
MO NN W R TR N N PN A1/ NN
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6664: Cyclohexane, ethyl-
55 83 8.20 8.40 8.60 8.80

m/z 112.15  21.29%

5000 a1
112

27 6(

15 L\\ L] o

N PR

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\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 22 (DEL) Alkane: Cyclic8.60 Concentration Rank 5

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

8.60 57.41 ug/L 2161390 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 95
2 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 94
3 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 94
4 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 72
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 47

Abundance Scan 2310 (8.601 min): VU028463.D (-2301) (-) m/z 111.20 100.00%
69 111
55
5000 a1
83
8.20 8.40 8.60 8.80 9.00
| | 97 126
bl b S h 228 2L 077 69.10  87.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111
69
5000 a1 %
83 8.20 8.40 8.60 8.80 9.00
7 m/z 55.10 51.45%
0 .”,.U.JA.JL M-I .}%?.,..”,........ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11599: Cyclohexane, 1,1,3-trimethyl-
69 111
55 8.20 8.40 8.60 8.80 9.00
5000 41 m/z 41.10 37.48%
83
27
0 L O A0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111 8.20 8.40 8.60 8.80 9.00
m/z 56.10 25.69%
5000 41
7 83
o 97 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 23 (DEL) Alkane: Cyclic8.76 Concentration Rank 45

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

8.76 18.19 ug/L 684840 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonene. (E)- 126 C9H18 006434-78-2 83
2 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 55
3 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 55
4 cis-2-Nonene 126 C9H18 006434-77-1 53
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 49

Abundance Scan 2360 (8.761 min): VU028463.D (-2345) (-) m/z 55.10 100.00%
55
70
97
5000 41
84
111 126 8.40 8.60 8.80 9.00
o! e e e || M7z 70.10  65.46%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #11517: 2-Nonene, (E)-
55
5000
8.40 8.60 8.80 9.00
m/z 56.10 58.17%
0‘
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3409: Cyclopentane, 1,2-dimethyl-, cis-
56 70
41
8.40 8.60 8.80 9.00
5000 m/z 69.10 54 _53%
21 83 08
0 W"}ﬂ'm'wt'wh'thh'”h"”l'”'l'”' [rrrrprrrrpTe
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3408: Cyclopentane, 1,2-dimethyl-, cis-
56 70 8.40 8.60 8.80 9.00
a1 m/z 97.15 54.41%
5000
27
98
s a LT ]
0 'i"“ww"N'N‘w‘u'ﬂ"w"'w"'w"""'w"“l"“
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 56

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

8.81 12.43 ug/L 467775 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 94
2 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 91
3 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 90
4 Hexane. 3-ethvl-2-methvl- 128 C9H20 016789-46-1 90
5 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 83

Abundance Scan 2375 (8.810 min): VU028463.D (-2367) (-) m/z 43.10 100.00%
43
5000 84
| 57 71
8.40 8.60 8.80 9.00 9.20
o..,....,....,....',!:..5,0..|.||.,....'i|....,....,...??....1,1.1...,..1.??....,. m/z 84.10 39.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12683: Heptane, 2,3-dimethyl-
a3
5000 84
8.40 8.60 8.80 9.00 9.20
57 71 m/z 85.15 31.90%
ol 15 i I, 50 |I| | 99 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12694: Heptane, 2,3-dimethyl-
43
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.10 26 .99%
. 84
27 71
0 ] 35“\ 50 H‘ A 99 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12693: Heptane, 2,3-dimethyl-
43 8.40 8.60 8.80 9.00 9.20
m/z 57.10 22 .66%
5000
84
27 57 7
o I \‘\‘ 50 || 64 ] ‘ 91 99 113 128
LRI LR IR UL IR U LR I LR BRSNS SRR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 25 (DEL) Alkane: Cyclic8.85 Concentration Rank 23

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

8.85 34.12 ug/L 1284460 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 90
2 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 90
3 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 87
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 87
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 83

Abundance Scan 2388 (8.852 min): VU028463.D (-2380) (-) m/z 111.20 100.00%
69 111
55
5000
126
h 83 g7 ‘ 007 8.60 8.80 9.00 9.20
0---w---w---w---wt--h--!w---w---w---w---w---- m/z 69.10 98.74%
m/z--> 20 80 100 120 140 160 180 200
Abundance #11632. Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111
55
5000 41
126 8.60 8.80 9.00 9.20
m/z 55.10 66.91%
oL 14 2! 84 o7
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11636: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69
55 11 8.60 8.80 9.00 9.20
5000 a1 m/z 41.10 38.89%
126
27 83
0...:L.Slu‘.‘..‘ﬁh..‘.‘.‘lu“.‘..l‘l..9.7|....|.‘...|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11633: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111 8.60 8.80 9.00 9.20
a 55 m/z 70.10 37.21%
5000 7
126
s |
0"ﬂl'l”k'“hu'b”lw'”H"LI"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 69

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

9.02 9.00 ug/L 338824 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl- 128 C9H20 015869-80-4 55
2 Heptane. 4-propvl- 142 C10H22 003178-29-8 47
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 43
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 43
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 43

Abundance Scan 2440 (9.019 min): VU028463.D (-2433) (-) m/z 57.10 100.00%
57
5000 43
‘ 70 g3 98
111 8.60 8.80 9.00 9.20 9.40
o...,....|,'...-!-,.|.|||..,||....',..'..,.12.5?.,....,....,....,210.7.. m/z 43.10 51.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12676: Heptane, 3-ethyl-
g7
43
5000
29 8.60 8.80 9.00 9.20 9.40
70 98 m/z 41.10 38.50%
o | 8 L 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19174: Heptane, 4-propyl-
57
8.60 8.80 9.00 9.20 9.40
5000 m/z 55.10 34 _.75%
41 98
29 ‘ 70
o T N~ - S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72872: Heptane, 1,1'-oxybis-
57 8.60 8.80 9.00 9.20 9.40
m/z 98.10 24 _.10%
5000
43 70
29 ‘ 98
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\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 27 Pentalene, octahydro- Concentration Rank 49

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

9.19 16.37 ug/L 616294 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro- 110 C8H14 000694-72-4 91
2 Pentalene. octahvdro-. cis- 110 C8H14 001755-05-1 87
3 Pentalene. octahvdro-. cis- 110 C8H14 001755-05-1 87
4 4-Methvl-2-pentvne 82 C6H10 021020-27-9 86
5 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 83

Abundance Scan 2493 (9.189 min): VU028463.D (-2476) (-) m/z 67.10 100.00%
67
82
5000
41
|| 54 | | 95 110 125 8.80 9.00 9.20 9.40 9.60
Obrrprrrr e el ettty 125 sz 82,10 52.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5940: Pentalene, octahydro-
67
5000 82
8.80 9.00 9.20 9.40 9.60
41 m/z 41.10 21.20%
27 >4 95 110
R A R A RS AR AR AR RS Rass nan s e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5985: Pentalene, octahydro-, cis-
67
82 880 9.00 920 9.40 9.60
5000 m/z 39.10 16.40%
41
“ 54 110
o Ll a7 1 61 ||, 74, || 89 95101 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5986: Pentalene, octahydro-, cis- e
67 8.80 9.00 9.20 9.40 9.60
m/z 68.05 12.93%
5000 82
41
54
O "'I""I'"'I""I""I""I'?é'I"'%T?"'I""I"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 28 (DEL) Alkane: Cyclic9.24 Concentration Rank 51

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

9.24 15.83 ug/L 595900 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.3-trimethvl-., (... 126 C9H18 001678-81-5 94
2 Cvclohexane. 1.2.3-trimethvl-., (... 126 C9H18 001678-81-5 94
3 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 86
4 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 76
5 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 74

Abundance Scan 2509 (9.241 min): VU028463.D (-2500) (-) m/z 69.10 100.00%
55 69
111
5000 a1
126
|" | ‘l ‘ 207 9.00 9.20 9.40 9.60
0...,”..i”Jn,m..,”..,.J.,.”.,..”,..”,..”,.... m/z 55.10 88.46%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #11635: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
69
55
a1 111
5000
a3 126 9.00 9.20 9.40 9.60
27 o7 m/z 111.15 68.01%
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11637: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
41 55 69
111
- 9.00 9.20 9.40 9.60
5000 m/z 56.10 51.42%
83 126
| i
0 |||||‘l||l||‘|“‘|l“‘l .‘l“l...“luululu‘...|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11590: Cyclohexane, 1,2,4-trimethyl- R R o S RERE S
55 69 9.00 9.20 9.40 9.60
m/z 41.10 50.77%
4l 111
5000
84 97 126
0"'I”"I”'I'"I”"I”"I”"I'”'I'”'I'”'I'”' IAREE RS AR LR R
m/z--> 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 29 (DEL) Alkane: Cyclic9.35 Concentration Rank 30

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

9.35 28.58 ug/L 1076070 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1-methvl-2-propvl- 126 C9H18 003728-57-2 95
2 Cvclopropane. l-methvl-2-pentvl- 126 C9H18 041977-37-1 49
3 2-Nonene. (E)- 126 C9H18 006434-78-2 46
4 Cvclopentane. butvl- 126 C9H18 002040-95-1 46
5 Cyclopentane, butyl- 126 C9H18 002040-95-1 46

Abundance Scan 2543 (9.350 min): VU028463.D (-2525) (-) m/z 55.10 100.00%
55
41 69 o3
5000
97 125
| “ | 111 40 9.00 9.20 9.40 9.60
O prrrr el gl el il ol 140 sz 8310 70.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11608: Cyclopentane, 1-methyl-2-propy!-
56
41 83
5000
9.00 9.20 9.40 9.60
m/z 69.10 63.79%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11609: Cyclopropane, 1-methyl-2-pentyl-
56
4l 9.00 9.20 9.40 9.60
5000 69 m/z 41.10 62.77%
84 g7 126
0 I ‘ ulll 77 \‘\ ‘\ 111
e et e e et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11517: 2-Nonene, (E)- e A REARREEEEE
56 9.00 9.20 9.40 9.60
m/z 56.10 60.24%
41
5000 29 70
126
‘ 83 97
0 .w.%§.P..lp..Jp...PWJ.§%Jlﬂ...ﬂku.w.jlp..?ﬁ%..P.n.P...P..., A N N S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 30 (DEL) Alkane: Cyclic9.40 Concentration Rank 29

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

9.40 29.49 ug/L 1110170 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 87
2 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 80
3 Cvcloheptane. bromo- 176 C7H13Br 002404-35-5 72
4 4-0Octen-3-o0ne 126 C8H140 014129-48-7 72
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 64

Abundance Scan 2559 (9.401 min): VU028463.D (-2551) (-) m/z 97.15 100.00%
55 97
5000
41 126
69 81 | 207 9.00 9.20 9.40 9.60 9.80
o} N s e m/z 55.10 89.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97
5000
9.00 9.20 9.40 9.60 9.80
41 69 126 m/z 41.10 18.91%
81
0 |||||||I|||||II|||"!||I||||I|||I||]:1|1||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
97
55
9.00 9.0 9.40 9.60 9.80
5000 m/z 126.20 16.61%
69 126
81
0 '}?I"' JN...l,.HM '|"'”|'%{1'|w"'|" U SR S S
m/z--> 60 80 100 120 140 160 180 200
Abundance #42807: Cycloheptane, bromo-
55 o7 9.00 9.20 9.40 9.60 9.80

m/z 96.10 14 _.14%

5000

41
27 67
15 \M I 8L | 108119

M

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 31 (DEL) Alkane: Cyclic9.44 Concentration Rank 38

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

9.44 22.75 ug/L 856574 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 90
2 Cvclohexane. l1l-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 90
3 Cvclohexane. l1l-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 90
4 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 87
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 87

Abundance Scan 2571 (9.440 min): VU028463.D (-2566) (-) m/z 55.10 100.00%
55 o7
5000
41 69
126
‘ 81 111 007 9.20 9.40 9.60 9.80
0 el T Tm/z 97.20  95.86%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #11623: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 o7
5000
41 69 126 9.20 9.40 9.60 9.80
0
- a1 m/z 96.10 31.81%
o 111
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 97
9.20 9.40 9.60 9.80
5000 a1 m/z 41.10 29.97%
27 69 126
81
0 |....|....|....|....|.].-1.1.|....|....|....|....|....
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis-
55 97 9.20 9.40 9.60 9.80

m/z 69.10 28 .83%

69
81
Il “ | 111

m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

126

5000 a1
27
I

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 32 (DEL) Alkane: Cyclic9.56 Concentration Rank 50

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

9.56 16.04 ug/L 603813 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.2-dimethvl-1-pen... 140 C10H20 062238-04-4 46
2 Cvclopropane. 1.l1-diethvl- 98 C7H14 001003-19-6 41
3 3-Hexene. 2-methvl-. (E)- 98 C7H14 000692-24-0 38
4 3-Hexene. 2-methvl-. (2)- 98 C7H14 015840-60-5 38
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 30

Abundance Scan 2608 (9.559 min): VU028463.D (-2598) (-) m/z 69.10 100.00%
69
55 81
41
5000
111
i il el \ \hl | e w0 350 ok ko ofp
Obrrprrrr e bl B2l ety || M/z 55,10 76.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18055: Cyclopropane, 1,2-dimethyl-1-pentyl-
69
55
41
5000
a4 9.20 9.40 9.60 9.80
29 o7 m/z 81.10 71.24%
0 ”I"”%}'lh'”'h””'lﬂ”hl'””"”'I'L'I'”hl"”%%?”l}%ql'”%?9”'l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3385: Cyclopropane, 1,1-diethyl-
4 69
55
9.20 9.40 9.60 9.80
5000 m/z 41.10 53.37%
98
‘ 83
0 ‘ ! \‘\ ! \‘ ‘
LR AR KA AR RAARE RAARN RRARS RREAN AR LSS LAY RARAS AR WAL RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3378: 3-Hexene, 2-methyl-, (E)-
4 55 69 9.20 9.40 9.60 9.80
m/z 70.10 40.96%
5000
98
‘ 83
0'w'mw'ﬁw'HINH'M“'V“M'“w'“w'“w'“'w“'w“'w“'w“'l SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 33 Sulfurous acid, cyclohexylm... Concentration Rank 16

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

9.72 38.42 ug/L 1446380 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvimethvl... 402 C23H4603S 1000309-22-4 80
2 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 76
3 Cvclohexane. l-ethvl-2-methvl-., ... 126 C9H18 004923-78-8 74
4 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 72
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 72

Abundance Scan 2658 (9.720 min): VU028463.D (-2642) (-) m/z 97.05 100.00%
g7
5000 M
69
126
85 9.40 9.60 9.80 10.00
o | At | ae2ist 207 0 hz 855 10 93.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #212990: Sulfurous acid, cyclohexylmethyl hexadecy! ester
g7
5000 %5
9.40 9.60 9.80 10.00
71 83 m/z 41.10 38.92%
0 ” .J d| JI o, 111 127 141 155 225
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #11603. Cyclohexane, 1-ethyl-2-methyl-
9.40 9.60 9.80 10.00
5000 m/z 69.10 28.01%
126
0...,”..,”..,”..,”..,f%%,.”. e
m/z--> 40 100 120 140 160 180 200 220
Abundance #11624. Cyclohexane, 1-ethyl-2-methyl-, trans- I E  LamaeaEsr
55 97 9.40 9.60 9.80 10.00
m/z 43.10 27 .97%
5000
41
29 69 81 126
N =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 34 (DEL) Alkane: Cyclic9.82 Concentration Rank 63

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

9.82 10.90 ug/L 410311 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 2-isopropvl-1.3-di... 140 C10H20 032281-85-9 43
2 1-Octene. 6-methvl- 126 C9H18 013151-10-5 43
3 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 38
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 35
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 35

Abundance Scan 2689 (9.819 min): VU028463.D (-2677) (-) m/z 57.10 100.00%
43 57
70
5000
97
111 9.60 9.80 10.00 10.20
o..,....,.?.6.|;.|..:‘3?.': - ",....|!|!..,...|!'1.9‘.‘.,'.-...,.1.22“3.,....1,‘.‘.2..,. m/z 43.10 85.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18060: Cyclopentane, 2-isopropyl-1,3-dimethyl-
56
41
83 97
5000 69
9.60 9.80 10.00 10.20
27 m/z 55.10 77.28%
0 |.| |.| ag |l 62,1 76,1 ‘. w185 w0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11523: 1-Octene, 6-methyl-
56
41 0 9.60 9.80 10.00 10.20
5000 29 o7 m/z 41.10 58.78%
0 ‘\‘ 48 63, “ Ly 111 126
m/z--> 20 30 40 50 60 fo 80 90 100 110 120 130 140 150
Abundance #19195: Octane, 3,5-dimethyl-
57 9.60 9.80 10.00 10.20
m/z 70.10 56.76%
43 71
5000
29
8 99 113
S S | R | | Y .. L S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 35 unknown-01 Concentration Rank 2

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

9.95 87.70 ug/L 3301570 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-hexenvl ester. ... 170 C10H1802 053398-84-8 47
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 46
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 46
4 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 46
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 42

Abundance Scan 2730 (9.951 min): VU028463.D (-2711) (-) m/z 57.10 100.00%
57
41 67
5000 8l
| % 9.60 9.80 10.00 10.20
124 . : : :
) S 1 P ':'.5??..'1.,.1955-,!'...,.:..,.1??3.1,?‘.2..,. m/z 67.10 61.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #38033: Butanoic acid, 3-hexenyl ester, (E)-
67 82
43
5000
9.60 9.80 10.00 10.20
‘ m/z 71.10 59.01%
O”I““I“”h'””'”PJ'P”PP“'””"”HH'W”'W”“I””P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl-
57
71 9.60 9.80 10.00 10.20
5000 43 m/z 41.10 56.11%
29
113
0 “ ‘L ‘ 85 99 | 127 142
> o % 30 4 % G i B 85 156 10 13 150 140
Abundance #19167: Nonane, 3-methyl-
57 9.60 9.80 10.00 10.20
m/z 43.10 55.45Y%
71
5000 43
112
ol 15 ‘\ ‘ 1A 85 98 | 127 142
m/z--> 10 20 30 40 50 éo 75 80 90 100 110 120 130 140 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

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

VOC Analysis

C:\DATABASENNIST11.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

Concentration Rank 26

Peak Number 36

(DEL) Alkane: Cyclicl10.04

R.T. EstConc Area Relative to ISTD R.T.
10.04 31.69 ug/L 1193080 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 87
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 83
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 83
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 80
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 74

Abundance Scan 2758 (10.041 min): VU028463.D (-2750) (-) m/z 83.10 100.00%
55 a3
5000 41
67 126
97 9.80 10.00 10.20 10.40
ol ..':-,.19.9.,.|...1,4.2...,....,....,2]97.. m/z 55.10 83.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11533: Cyclohexane, propyl-
56 83
5000 41
9.80 10.00 10.20 10.40
27 67 126 m/z 82.10 61.61%
oL 15 97
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11540: Cyclohexane, propyl-
83
55
9.80 10.00 10.20 10.40
5000 41 m/z 41.10 42 .24%
27 67 126
o ”.,JL.Vﬂ”w,ﬂﬁ.,l.ﬁz..”,..”,..”,..”,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11537: Cyclohexane, propyl- A T R
55 83 9.80 10.00 10.20 10.40
m/z 67.10 24 .14%
5000 41
27 67 126
T O T
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\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 37 (DEL) Alkane: Cyclicl0.09 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.09 44_08 ug/L 1659350 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 87
2 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 83
3 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 59
4 Undecane. 6-methvl- 170 C12H26 017302-33-9 56
5 Heptane, 4-propyl- 142 C10H22 003178-29-8 56
Abundance Scan 2773 (10.089 min): VU028463.D (-2766) (-) m/z 57.10 100.00%
g7
5000 43
98
71
85 9.80 10.00 10.20 10.40
Y | RSO R M = - 7 B oy 2T O R W £
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19220: Heptane, 3-ethyl-2-methyl-
57
43
5000
9.80 10.00 10.20 10.40
27 - % m/z 98.20 30.53%
o 15 |l 5 U3 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19221: Heptane, 3-ethyl-2-methyl-
57
9.80 10.00 10.20 10.40
5000 43 m/z 41.10 26 .09%
29 - 98
o A ol 8% | s 142
HUNERE L SIS IR LA UL R RN IS LRSS RARAN SRS AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19217: Heptane, 3-ethyl-2-methyl- R A R
57 9.80 10.00 10.20 10.40
m/z 56.10 16.73%
5000 41 98
29 1 e
0...,?ﬂ.,.”kh..”h...w.ﬂ.:“.ujL...,nt.,”.J,”..f%%.,.”.,.”.f??”,. A VAR A N ¥
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 38 unknown-02 Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
10.22 9.32 ug/L 350980 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 43
2 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 43
3 Triallvlsilane 152 C9H16Si 001116-62-7 38
4 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 38
5 1-Octene, 3,3-dimethyl- 140 C10H20 074511-51-6 30
Abundance Scan 2814 (10.221 min): VU028463.D (-2805) (-) m/z 69.10 100.00%
56 69
41
5000
10,00 10,20 10.40 10.60
S m/z 55.10 96.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25367: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
a 69
83
5000 R SR SRR BN BN
27 95 10.00 10.20 10.40 10.60
m/z 41.10 61.62%
110 152
0 SN . B S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18067: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69
125
83 R SN SRR BN BN
10.00 10.20 10.40 10.60
5000 a1 55 m/z 125.15 51.54%
TN N . O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26142: Triallylsilane
69 10.00 10.20 10.40 10.60
m/z 97.20 42 _.70%
83
5000 43
111
55
0 11 \‘ ‘ L Il H Ll 95 \“ 1?4 151
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 39 (DEL) Alkane: Straight-Chai... Concentration Rank 54

R.T. EstConc Area Relative to ISTD R.T.
10.25 13.19 ug/L 496395 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 64
2 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 50
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 47
4 Hexane. 3-ethvl-2.5-dimethvl- 142 C10H22 052897-04-8 46
5 Decane 142 C10H22 000124-18-5 43

Abundance Scan 2823 (10.250 min): VU028463.D (-2819) (-) m/z 57.10 100.00%
g7
43
5000
112 142 207 10.00 10.20 10.40 10.60
0 0 L e e m/z 43.10 66.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48889: Decane, 2,5,6-trimethyl-
57
43
5000
10.00 10.20 10.40 10.60
o, m/z 71.10 23.81%
o || % 113127 1850
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19220: Heptane, 3-ethyl-2-methyl-
57
43 10.00 10.20 10.40 10.60
5000 m/z 41.10 23.50%
27 98
71
0 ]75 H M \H\ H‘ 8? ‘\ 113 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28445: Octane, 2,4,6-trimethyl- T R T
57 10.00 10.20 10.40 10.60
43 m/z 56.10 19.77%
5000
71 g5
29
o P % 113 127 141 156
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 40 Pentalene, octahydro-1-methyl- Concentration Rank 64

R.T. EstConc Area Relative to ISTD R.T.
10.38 10.62 ug/L 395476 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro-1-methvl- 124 C9H16 032273-77-1 64
2 4-Methvl-2-pentvne 82 C6H10 021020-27-9 49
3 Carbonic acid. 3-hexenvl methvl ... 158 C8H1403 067633-96-9 47
4 2-Ethvlidenecvclohexanone 124 C8H120 001122-24-3 47
5 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 47

Abundance Scan 2863 (10.379 min): VU028463.D (-2853) (-) m/z 67.10 100.00%
67
82
5000
10.00 10.20 10.40 10.60
o} m/z 82.10 66 .79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10700: Pentalene, octahydro-1-methyl-
67
5000
82 10.00 10.20 10.40 10.60
55 96 124 m/z 81.10 61.85%
41
o 109
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1207: 4-Methyl-2-pentyne
67
4t 10.00 10.20 10.40 10.60
5000 82 m/z 69.10 35.24%
27 53
15 \‘H\
0 LS SR UL UL B S BRI BRI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30059: Carbonic acid, 3-hexenyl methyl ester, (2)- AR R R S
67 10.00 10.20 10.40 10.60
a2 m/z 41.10 31.81%
5000
a2
g A T
0"“|'J“W“'“|'b“W"“l"“l'“'l'“'l'“'l'“'l'“' UNUMUNALBR DA I
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 41 (DEL) Alkane: Cyclicl0.49 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.49 49.14 ug/L 1829690 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 70
2 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 70
3 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 62
4 1.alpha..2.beta..3.alpha..4_beta... 126 C9H18 002532-67-4 58
5 Cyclooctane, l-methyl-3-propyl- 168 C12H24 255885-37-1 50
Abundance Scan 2898 (10.491 min): VU028463.D (-2889) (-) m/z 69.10 100.00%
¢
41 o5 125
5000
83
% 111 140 007 10.20 10.40 10.60 10.80
o el e 2 | m/z 70.10 71.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18000: 2-Octene, 2,6-dimethyl-
69
5000 » LN BN BN BN UL
10.20 10.40 10.60 10.80
g a3 140 m/z 55.10 64.98%
o o7 M s |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
41 %
55 SRR BSNRA SRR SUNE
10.20 10.40 10.60 10.80
5000 m/z 125.20 56.78%
125
83
“ ‘ 97 111 140
0”|"'w"' h'ﬂ“'”l'ﬂ'l”'”l"'w""w"'l”"
m/z--> 80 100 120 140 160 180 200
Abundance #17999: 2-Octene, 2,6-dimethyl-
41 69 10.20 10.40 10.60 10.80
m/z 41.10 55.22%
55
5000
83 140
m/z--> 60 80 100 120 140 160 180 200 10,20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 42 unknown-03 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
10.63 18.39 ug/L 684625 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-(2-Ethvlcvclopentvl)methanol 128 C8H160 036258-08-9 42
2 Spirol3.51nonan-1-one 138 C9H140 029800-45-1 37
3 Cvclohexene. 1-ethvl- 110 C8H14 001453-24-3 35
4 Cvclohexene. 1l-ethvl- 110 C8H14 001453-24-3 35
5 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 32
Abundance Scan 2941 (10.630 min): VU028463.D (-2934) (-) m/z 81.10 100.00%
il
55
5000 69
41 111
123 140 10.40 10.60 10.80 11.00
0 .,....,....|,.-'...,.'.'I'.,...!,'...-.".”:..,..I|.,....-;‘:...,.'...,....,....1,“?.2..,. m/z 55.10 69.95%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12632: trans-(2-Ethylcyclopentyl)methanol
g1
55
5000 LR SN UL UL B
67 " 10 10.40 10.60 10.80 11.00
T— | m/z 69.10 43.11%
0'P'”P'”wh”lﬂwl”lﬁ”'”“'W”!“”'WM'W'”W'”'P”'P”'P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17527: Spiro[3.5]nonan-1-one
81
67 10,40 10.60 10.80 11.00
5000 m/z 41.10 36.74%
54 %6
M 110 ;50 138
0'w31““l'“Niw“W“““m“'ﬁwﬁ“'w““w“'VHWH“l““V
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5945: Cyclohexene, 1-ethyl- e Ras mE e
81 10.40 10.60 10.80 11.00
m/z 67.10 33.39%
5000 &7
110
‘ 53 95
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 43 (DEL) Alkane: Cyclicl0.70 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
10.70 17.31 ug/L 644585 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-4-(1l-methvlethvl)-cvclo... 140 C10H20 000099-82-1 45
2 Cvclohexane. 1l-methvl-4-(l1-methyv... 140 C10H20 006069-98-3 45
3 Cvclohexane. 1l-methvl-4-(l1-methyv... 140 C10H20 006069-98-3 43
4 Cvclohexane. 1-methvl-4-(1-methy... 140 C10H20 001678-82-6 43
5 Spiro[4.5]decane 138 C10H18 000176-63-6 38
Abundance Scan 2963 (10.700 min): VU028463.D (-2956) (-) m/z 55.10 100.00%
5b
97
5000 4 67 oL
125 AN A A
| ”‘ | ‘ 109 140 10.40 10.60 10.80 11.00
Obrrrprrreprrrr el el il My L Twsz 97.20 0 72.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18058: 1-Methyl-4-(1-methylethyl)-cyclohexane
55
97
5000
M 10.40 10.60 10.80 11.00
69 81 m/z 96.20 57.16%
27 ‘ 140
0 '”I'%?'P":I"”h!L"Iﬂ!"I"Jm""Im"l"”l""P"'I}%ql"”l""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18075: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55
97
10,40 10.60 10.80 11.00
5000 m/z 81.10 49.01%
41 81
2 69 ‘ 140
ST S ) N P O R - -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18076: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- e AR R RE
55 10.40 10.60 10.80 11.00
97 m/z 41.10 47.01%
5000 a1
27
69 81 140
0'"v%?w"Jﬁ"“hﬂ'“lﬁlhl'“wh'“'ﬂ'“g?'“ll'“%}q“'|}%§|'“'l“"| R DAL BN BN B
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\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 44 (DEL) Alkane: Cyclicl0.75 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.75 39.66 ug/L 1476850 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 87
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 87
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 81
4 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 76
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 70
Abundance Scan 2978 (10.749 min): VU028463.D (-2970) (-) m/z 55.10 100.00%
55 97
5000 a1
%9 g3 NS LT VT W
m o 1‘|‘° 154 208 10.40 10.60 10.80 11.00
0 | - . m/z 97.15 82.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6741: Cyclohexane, 1,4-dimethyl-
55 97
5000
41 112 10.40 10.60 10.80 11.00
7 m/z 41.10 39.54%
0 = "”|'h'wh"I"”w"'w"'w"'w"'w"“
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #6822. Cyclohexane, 1,3-dimethyl-, trans-
55 97
10.40 10.60 10.80 11.00
5000 m/z 69.10 34 .25%
41 112
27 ‘ ‘
0'}?PU'”L'wI'j'WH"M"“W"'W"'W"'W"'W"”
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #6821. Cyclohexane, 1,3-dimethyl-, trans- R e
55 97 10.40 10.60 10.80 11.00
m/z 56.10 32.96%
5000
41 112
69
‘ ‘ 83
o ...,.U..‘i‘...“ ,..‘..,‘l..l‘,....,....,....,....,....,.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 45 unknown-04 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
10.81 18.61 ug/L 692924 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.11Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 47
2 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 018358-53-7 47
3 1.6-Octadiene. 5.7-dimethvl-. (R)- 138 C10H18 085006-04-8 38
4 2-Methvl-3-ethvl-2-heptene 140 C10H20 019780-61-1 38
5 Oxalic acid, l1l-menthyl octadecyl... 480 C30H5604 1000314-98-5 35
Abundance Scan 2997 (10.810 min): VU028463.D (-2991) (-) m/z 83.15 100.00%
5000
10.40 10.60 10.80 11.00 11.20
0 m/z 55.10 99 .29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25371: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
55 oo
5000 41 LR BRI BRI BN U
10.40 10.60 10.80 11.00 11.20
m/z 69.10 78 .28%
27 % o 152 b
O.F?PU.Jﬂ.P - ..M,”%.,”..,.”.,.”.,.”.,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25246: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-
55 83
4|6 10.40 10.60 10.80 11.00 11.20
5000 m/z 41.10 60.92%
0 ...|.‘.‘..ﬁ”..‘£“‘|.‘l‘. 'Hl‘l""‘l .]-.-:I‘-‘.O.:ll'?‘}.:l'?z.:.[?z.l....l....l....
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #16951: 1,6-Octadiene, 5,7—dimethy|—, (R)- | BSLELELI LA LA L
55 83 10.40 10.60 10.80 11.00 11.20
m/z 97.10 47 .06%
5000
41
95
123
0 ...|....|....|........|.1‘.)?.|...1.3|8....|....|....|....
m/z--> 20 40 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 46 (DEL) Alkane: Cyclicl0.86 Concentration Rank 80
R.T. EstConc Area Relative to ISTD R.T.
10.86 5.27 ug/L 196344 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.3-trimethvl-., (... 126 C9H18 001839-88-9 72
2 1R.2c.3t.4t-Tetramethvl-cvclohexane 140 C10H20 1000144-07-3 53
3 3-Nonene. 3-methvl-. (E)- 140 C10H20 069405-42-1 53
4 Cvclopentane. 1.2-dibutvl- 182 C13H26 062199-52-4 47
5 2-Octene, 4-ethyl- 140 C10H20 053966-52-2 46
Abundance Scan 3013 (10.861 min): VU028463.D (-3009) (-) m/z 55.10 100.00%
g5 69
83 97
5000
41 125
m | M 10,60 10.80 11.00 11.20
o ..'..,....nl'..l“?z. Al 20224 0 Th7z 69.10 88.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11639: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
55 69
41 97
5000 LR B SR I B
83 126 10.60 10.80 11.00 11.20
27 111 m/z 70.10 80.84%
0 = 'Whljl“J"w"“l““'l“"w"w"“l'“'l“'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18052: 1R,2c,3t,4t-Tetramethyl-cyclohexane
69
56 AR SR SRR SR
10.60 10.80 11.00 11.20
5000 83 m/z 97.20 60.54%
111
97 ‘ 124 140
| R ,”k.whnh..u,ﬁn.l”........”,.”.,”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18006: 3-Nonene, 3-methyl-, (E)-
55 10.60 10.80 11.00 11.20

m/z 83.10 52 .69%

5000 69
83

! “ 97 111 125 140

0.”,.W.W”nb“..w..”,.”.,”..“.....” S — A A A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 47 (DEL) Alkane: Straight-Chai... Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
10.97 7.33 ug/L 272777 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene.l-hexvl- 166 Cl1l2H22 003964-66-7 64
2 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 64
3 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 62
4 6-Methvl-bicvclol4.2.0loctan-7-one 138 C9H140 1000193-87-2 53
5 Cyclohexanepropanol - 142 C9H180 001124-63-6 43
Abundance Scan 3047 (10.970 min): VU028463.D (-3041) (-) m/z 97.20 100.00%
g7
55 81
5000 67
41 ANV WJ A A S
140 10.60 10.80 11.00 11.20
124
0! Tvlqugﬂ—r.—vﬂ—v—lﬁ—v;éirv—vﬂ—v—'—vﬂﬂ—v—'—vz—vo—vgﬂ— m/Z 81-10 77-00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35169: Cyclohexene,1-hexyl-
67 96
5000 RUUN UM SRR UL
41 mmmmnmum
- 55 109 166 m/z 55.10 73.80%
oL 15 ,J| | 123 138 151
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2874: Cyclohexene, 1-methyl-
81
10.60 10,80 11.00 11.20
5000 67 9% m/z 67.10 43.96%
0'}ﬁ?i'l”'W"””"P'”I'”'P"W'”'I”'W"”
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #10701. Pentalene, octahydro-2-methyl- AR S A REaas
81 10.60 10.80 11.00 11.20
67 m/z 96.10 41.38%
5000 4l 96
55
o} e e T e L B o B et SO o o
m/z--> 20 40 60 80 100 120 140 160 180 200 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 48 unknown-05 Concentration Rank 77
R.T. EstConc Area Relative to ISTD R.T.
11.07 7.24 ug/L 269477 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 47
2 Oxalic acid. decvl propvl ester 272 C15H2804 1000309-26-3 47
3 Nonane. 4.5-dimethvl- 156 C11H24 017302-23-7 43
4 Tridecane. 5-methvl- 198 C14H30 025117-31-1 43
5 Octane, 2-methyl- 128 C9H20 003221-61-2 38
Abundance Scan 3078 (11.070 min): VU028463.D (-3070) (-) m/z 57.10 100.00%
5000 71 8
T s 13‘9 10,80 11.00 11.20 11.40
ol AT 1se 209 m/z 43.10 92.26%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #137567: Sulfurous acid, butyl undecyl ester
7
5000 AU SUNLE SR SRR
43 71 g5 10.80 11.00 11.20 11.40
- % m/z 41.10 57.06%
ol .L Ly 118126 139 155 189 207219
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #120786: Oxalic acid, decyl propy! ester
43
57 10,80 11.00 11.20 11.40
5000 m/z 85.10 51.92%
71 85
29
0 ul ‘ [ ‘h‘ 97 112 133 15\;5
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28438: Nonane, 4,5-dimethyl-
43 57 10.80 11.00 11.20 11.40
m/z 83.10 48.84%
71
5000 85
29
mz-> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 49 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.12 28.36 ug/L 1055900 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 90
2 Decane. 4-methvl- 156 C11H24 002847-72-5 90
3 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 78
4 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 78
5 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 72
Abundance Scan 3094 (11.122 min): VU028463.D (-3084) (-) m/z 71.10 100.00%
8 T
5000
g1 95 113 10.80 11.00 11.20 11.40
o...,....|,|..|!,.'. 25 140 156 185 207 | n75 43.10  92.93%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #28434: Decane, 4-methyl-
43
57 71
5000 U U UGN B

10.80 11.00 11.20 11.40

29 m/z 57.10 78.31%
85 112
0 Al 5T 98 | 126 141 156
I e e o o e L L ALJE B N I e e s o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28426: Decane, 4-methyl-
43 71
57 IIIIIIIIIIIIIIIIIIIIIII
10.80 11.00 11.20 11.40
5000 m/z 41.10 42 .67%
29
112
85
oL 15 H I I 50 98 | 126 141 156
,,,,,,,,,,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19215: Heptane, 3,3,5-trimethyl- s A RERaEEas
7 10.80 11.00 11.20 11.40
m/z 70.10 39.15%
43 37
5000
113
85
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\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 50 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.33 25.19 ug/L 938157 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 70
2 Decane. 3-methvl- 156 C11H24 013151-34-3 64
3 Pentadecane 212 C15H32 000629-62-9 50
4 Heptadecane 240 C17H36 000629-78-7 50
5 Pentadecane 212 C15H32 000629-62-9 47

Abundance Scan 3159 (11.331 min): VU028463.D (-3154) (-) m/z 57.10 100.00%

5000
11.00 11.20 11.40 11.60
137 152
o m/z 71.20 66.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28441: Nonane, 3,7-dimethyl-
7
43 71
5000
- 85 11.00 11.20 11.40 11.60
m/z 43.10 56.75%
97 127
0 , 7 111 7] 141 156
T T T e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28436: Decane, 3-methyl-
57
43 e
71 11.00 11.20 11.40 11.60
5000 m/z 41.10 49 .63%
29 85
127
0 \‘ Aol ) 98 112 7| 140 156
B B I o o LA L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71394: Pentadecane e  EammEEmETT
43 57 11.00 11.20 11.40 11.60
m/z 56.10 45 .32%
5000 71 85
29 99
B B I o o e o L e e e e R e S R RERREEEE R RSy
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 51 (DEL) Alkane: Cyclicll1.40 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
11.40 26.82 ug/L 998515 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 91
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 90
3 Cvclohexane. butvl- 140 C10H20 001678-93-9 90
4 Cvclohexane. octvl- 196 C14H28 001795-15-9 86
5 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 72
Abundance Scan 3181 (11.401 min): VU028463.D (-3172) (-) m/z 83.10 100.00%
55 83
5000 a1
67
97 140 11.00 11.20 11.40 11.60 11.80
112 : : : : :
o L M2125 | 153 185 m/z 55.10 78.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17971: Cyclohexane, butyl-
55 83
5000 41 A SUARS AL SRR B
11,00 11.20 11.40 11.60 11.80
29 67 140 m/z 82.10 64 .34%
oL._15 97 111
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17972: Cyclohexane, butyl-
83
55
11.00 11.20 11.40 11.60 11.80
5000 m/z 41.10 37.84%
41
140
0 ..1.5,.\.\..\,‘»...w,.‘w..,»..?ﬂ s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17969: Cyclohexane, butyl- AR EaE T
83 11.00 11.20 11.40 11.60 11.80
m/z 67.10 25.14%
55
5000
41
140
29
0 15‘”\\“97111
m/z--> 20 40 80 100 120 140 160 180 11,00 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 52 (DEL) Alkane: Cyclicll.66 Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
11.66 12.24 ug/L 455841 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 90
2 Cvclohexane. 1.l1-dimethvl-2-propvl- 154 C11H22 081983-71-3 90
3 2-Decene. 4-methvl-. (2)- 154 C11H22 074630-30-1 64
4 Cvclopentane. hexvl- 154 C11H22 004457-00-5 62
5 5-Undecene 154 C11H22 004941-53-1 58
Abundance Scan 3261 (11.658 min): VU028463.D (-3256) (-) m/z 69.10 100.00%
9
41 95
5000 83
9g 111 175 19 154 207 11,40 11.60 11.80 12.00
o} L I STR A m/z 55.10 66 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27089: 1-Ethyl-2,2,6-trimethylcyclohexane
9
n
5000 84 LN UL UL IR SR
11.40 11.60 11.80 12.00
29 0
o7 111 139 154 m/z 41.10 62.52%
o L1 125
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27097: Cyclohexane, 1,1-dimethyl-2-propyl-
56 69
4 R AR SUNILE SR SR
11.40 11.60 11.80 12.00
5000 84 m/z 56.10 55.78%
29
97 111 139 154
T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27070: 2-Decene, 4-methyl-, (2)- m EE e AR
69 11.40 11.60 11.80 12.00
m/z 43.10 55.45%
41
5000 56
29 84
ol || \\“ 97 1 126 139 154
m/z--> 20 40 60 8 100 120 140 160 180 200 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 53 unknown-06 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
11.78 17.05 ug/L 635058 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 47
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 35
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 35
4 Ethanone. 1-(3-methvlphenvl)- 134 C9H100 000585-74-0 35
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 35
Abundance Scan 3299 (11.781 min): VU028463.D (-3288) (-) m/z 119.05 100.00%
9
5000 134
11.40 11.60 11.80 12.00
152
ol '.|-..'.,..:-.,.1.7.1.,...1.9,9.. m/z 105.05  99.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14837: Benzene, 1,2-diethyl-
105 |19
5000 91 134
11.40 11.60 11.80 12.00
77 m/z 69.10 71.67%
27 39 51 65 |
o.}?“L.ﬂhuhuﬂ.um.unpU”uln.u,”..“...“..w..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14839: Benzene, 1,3-diethyl-
105 119
11,40 11.60 11.80 12.00
5000 134 m/z 55.10 64.01%
91
77
39
vl - L N T T A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14840: Benzene, 1,4-diethyl- BT
105 119 11.40 11.60 11.80 12.00
m/z 134.20 46.37%
5000 a1 134
77
39 51 g5 ‘
0 .:’L?lu‘.‘. .H. .“l‘.‘l“l‘. .‘l“l : “‘. I\‘I\I .‘EH...‘. R e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 54 (DEL) Alkane: Cyclicl2.18 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.18 23.28 ug/L 866704 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.4-dimethvl-., trans- 112 C8H16 002207-04-7 64
2 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 62
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 58
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 58
5 Cyclohexanone, 3-butyl- 154 C10H180 039178-69-3 50
Abundance Scan 3423 (12.179 min): VU028463.D (-3414) (-) m/z 55.10 100.00%
56 97
69 83
5000 41
154 0 12.00 1220 12.40
111 125 11.80 12.00 12.20 12.40
o e 9 | e 207 Tz 97.10  82.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans-
55 o7
41 RSB AESBARREBE
5000 112 11.80 12.00 12.20 12.40
27 69 a3 m/z 83.10 57.33%
0! 15 ..'.",.':h..,"ll... S .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6805: Cyclohexane, 1,4-dimethyl-, cis-
55 97
1180 12,00 12.20 12140
5000 41 m/z 69.10 54.68%
112
69
27 ‘ ‘ 83
0...1.5,.‘1‘..“‘..‘.",.‘a‘..,“l...‘,...‘.,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans- L B o
55 97 11.80 12.00 12.20 12.40

m/z 41.10 46.12%

5000 41
112

69

27
s L

M R a L S

I I T
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\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 55 Indan, l1-methyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.36 31.56 ug/L 1175380 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 70
2 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 42
3 Dodecane. 4-methvl- 184 C13H28 006117-97-1 42
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 42
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 42
Abundance Scan 3479 (12.359 min): VU028463.D (-3470) (-) m/z 117.10 100.00%
57 117
43 71

5000

\

A\
LI I O B

12.00 12.20 12.40 12.60

153 170 184

0 m/z 57.10 86.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14031: Indan, 1-methyl-
117
5000 LA L L L L LB B
132 12.00 12.20 12.40 12.60
91 m/z 43.10 79.47%
27 39 51 65 77 103
0 b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28441: Nonane, 3,7-dimethyl-
57
R AR EAREE RS
43 71 12.00 12.20 12.40 12.60
5000 m/z 71.10 77.56%
29 85
127
0 | 97 111 ") 141 156
B B I L B B e e I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48846: Dodecane, 4-methyl- R B
4B s 71 12.00 12.20 12.40 12.60
m/z 41.10 47 .20%
5000 85
29 99
oL 15 Lol ? 112 157 1" 155 160 184
e L B o AL R I R R RN EAREE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12. 00 12 20 12. 40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 56 Cyclohexene, l-pentyl- Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
12.44 11.07 ug/L 412282 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-pentvl- 152 C11H20 015232-85-6 70
2 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 68
3 Cvclohexanone. 2-methvl-5-(1l-met... 152 C10H160 007764-50-3 64
4 Cvclohexene. 1-pentvl- 152 C11H20 015232-85-6 58
5 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 53
Abundance Scan 3504 (12.440 min): VU028463.D (-3499) (-) m/z 81.10 100.00%
g1
5
95
5000 41
109153 152 R UM BN BN I
h e 165 12.20 12.40 12.60 12.80
0! et RTINS S . m/z 55.10 75.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25421: Cyclohexene, 1-pentyl-
g
67
96
5000 R UM BN BN IR
41 12.20 12.40 12.60 12.80
29 55 109 152 m/z 67.10 68.78%
oL 15 ol | 124 137 |
m/z--> 20 40 60 80 100 120 140 160 '
Abundance #25429: trans-Decalin, 2-methyl-
81
67 95 R UM BN BN I
41 55 152 12.20 12.40 12.60 12.80
5000 m/z 95.10 52.84%
137
29 ‘ 109
123
0 H ‘ il H |y I ‘\\ ol H‘ l ) |
LRI S S SN SN UL DU SR SRR
m/z--> 20 40 60 80 100 120 140 160
Abundance #25257: Cyclohexanone, 2-methyl-5-(1-methylethenyl)- S mEE e L
67 12.20 12.40 12.60 12.80
4 95 m/z 82.10 48.56%
5000 55 81
27 109 152
. |z
0 ..lu‘...lHl‘.‘IH‘l "“lh ‘ﬁ“”lu“.‘..l‘ﬁ ..|...‘.|....| L BEREE T e
m/z--> 20 40 60 80 100 120 140 160 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 57 trans-Decalin, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.51 45.36 ug/L 1689100 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 97
2 Decalin. anti-1-methvl-. cis- 152 C11H20 1000158-89-0 87
3 Cvclohexanone. 5-methvl-2-(1l-met... 152 C10H160 015932-80-6 87
4 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160 015932-80-6 87
5 Pulegone 152 C10H160 000089-82-7 83
Abundance Scan 3526 (12.511 min): VU028463.D (-3519) (-) m/z 81.10 100.00%
g
67
95 152
5000 .
137
110 T T T
123 12.20 12.40 12.60 12.80
o R )68 207 72T 67.10  76.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25429: trans-Decalin, 2-methyl-
g
67
41 55 95 152

5000 LA L L L L L LB L |
12.20 12.40 12.60 12.80
m/z 152.20 73.47%
04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25439: Decalin, anti-1-methyl-, cis-
41 7 8l
96
55 12.20 12.40 12.60 12.80
5000{ 29 152 m/z 95.10 67.44%
109
A T
0.,.‘...l‘..‘.l,.“.‘..“;‘....,..‘..,‘l...,.. T —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25291: Cyclohexanone, 5-methyl-2-(1-methylethylidene)- R REaEEEaE
81 152 12.20 12.40 12.60 12.80
0
67 109 m/z 41.10 49 _.92%
41
5000 137
95
T u 0
ol alh et g A R A
m/z--> 20 80 100 120 140 160 180 200 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 58 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

12.61 52.07 ug/L 1938830 1,4-Dichlorobenzene-d4 11.48

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 76
2 Cvclohexane. pentvl- 154 C11H22 004292-92-6 64
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 59
4 Cvclohexane. pentvl- 154 C11H22 004292-92-6 58
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 58

Abundance Scan 3557 (12.610 min): VU028463.D (-3547) (-) m/z 83.10 100.00%
5000
154 S e e
111 126137 12.20 12.40 12.60 12.80 13.00
0 168 182 209 m/z 55.10 92.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83
55
5000 LA B L L L L L L L LB
a1 1220 12.40 12.60 12.80 13.00
67 m/z 82.10 67.81%
29
o 97 109 125 140 153 168
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27055: Cyclohexane, pentyl-
83
55 R R AR
12.20 12.40 12.60 12.80 13.00
5000 m/z 41.10 54 .15%
154
o “ L ‘H L 97 111 125137
.,...w....w...,”..,..”,...w....“...,”..,.”.
m/z--> 60 80 100 120 140 160 180 200
Abundance #58302: Cyclohexane, octyl- T
83 12.20 12.40 12.60 12.80 13.00
55 m/z 69.10 38.91%
5000
41
0 Pl ‘M I 97 112 125 139 168 196
.,....,... ,....,....,....,....,....,....,..”,.... R e
m/z--> 20 80 100 120 140 160 180 200 12/20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 59 1-Methyldecahydronaphthalene Concentration Rank 28

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

12.72 30.20 ug/L 1124520 1,4-Dichlorobenzene-d4 11.48

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 97

2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 97

3 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 96

4 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 81
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 76

Abundance Scan 3591 (12.720 min): VU028463.D (-3583) (-) m/z 67.10 100.00%

5000

12.40 12.60 12.80 13.00

164 183

208

0 m/z 81.10 84.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25436: 1-Methyldecahydronaphthalene
a1 67
95
55 81 152

5000

12.40 12.60 12.80 13.00
m/z 95.10 82.63%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25445: Naphthalene, decahydro-2-methyl-
41 67
95
152 IIIIIIIIIIIIIIIIIIIIIII
55 | 81 12.40 12.60 12.80 13.00
5000 m/z 82.10 76.88%
137
109
L L
o} |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25446: Naphthalene, decahydro-2-methyl- e L RAR R S,
iR | 152 12.40 12.60 12.80 13.00
55 95 m/z 152_.20 74 _.65%
27
5000 137
109
b LT
USSR N T ) O W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 60 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 60

R.T. EstConc Area Relative to ISTD R.T.
12.79 11.91 ug/L 443536 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 64
2 Benzene. (l1l.1-dimethvlpropvl)- 148 C11H16 002049-95-8 58
3 o-Cvmene 134 C10H14 000527-84-4 55
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 55
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 55
Abundance Scan 3613 (12.790 min): VU028463.D (-3605) (-) m/z 119.10 100.00%

119
5000 131
3 91 148
57 71 105
- 208 12.40 12.60 12.80 13.00 13.20
ol L m/z 131.10 35.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000

12.40 12.60 12.80 13.00 13.20
m/z 91.10 34.77%

91 148
. 27 41 53 65 77 105 o133
e B B o LA W b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22805: Benzene, (1,1-dimethylpropyl)-
119
_rl_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—l_l_f
9 12.40 12.60 12.80 13.00 13.20
5000 1 m/z 148.20 29.10%
41 148
1527 | 5565 79 | 105 | 133 7
.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene
119 12.40 12.60 12.80 13.00 13.20
m/z 43.10 23.10%
5000
o1 134
41 65 77 ‘
- .,?7..W..?%,‘J..J,....fQ%.‘Jl....,... S SR
m/z--> 20 40 60 80 100 120 140 160 180 200 12. 40 12. 60 12. 80 13. OO 13 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 61 3,4-Dimethylcumene Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
12.88 12.90 ug/L 480314 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 86
2 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 70
3 4-tert-Butvltoluene 148 C11H16 000098-51-1 64
4 Benzene. 1.4-dimethvl-2-(1l-methv... 148 C11H16 004132-72-3 64
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 64
Abundance Scan 3641 (12.880 min): VU028463.D (-3635) (-) m/z 133.10 100.00%
133
5000 41 v 97
o 11 148
- 168 g, 12.60 12.80 13.00 13.20
(o} m/z 55.10 50.84%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #22764: 3,4-Dimethylcumene
133
5000 L SR B UL I
148 12.60 12.80 13.00 13.20
105 m/z 69.10 48.72%
27 4151 g5 77 115
0'|"}?w'"”'”'lﬂ'”l"lw"'ul”h'l'“'l"”l"'
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
33
12.60 12.80 13.00 13.20
5000 m/z 97.20 35.41%
148
15 27 39 51 g5 77 91 105337
0 'ﬁ"ul"”I"“'I“'JI"'W"'w\'”'l'“'W""l"
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #22768: 4-tert-Butyltoluene R A REmeE o e
133 12.60 12.80 13.00 13.20
m/z 41.10 34 .59%
5000 105
41 148
27 51 65 77 o 115
m/z--> 0 20 40 60 80 100 120 140 160 180 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 62 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.12 85.76 ug/L 3193260 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 93
2 o-Cvmene 134 C10H14 000527-84-4 91
3 o-Cvmene 134 C10H14 000527-84-4 91
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 90
Abundance Scan 3716 (13.121 min): VU028463.D (-3707) (-) m/z 119.10 100.00%
119
5000 134
91
4155 77 1 103 151 166 14 X 12.80 13.00 13.20 13.40
0 1 14 m/z 134.20 41.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119

i

5000 134 o e &
12.80 13.00 13.20 13.40

91 m/z 117.10 20.65%
15 27 3} 51 65 77 | 103 |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: o-Cymene
119
12.80 13.00 13.20 13.40
5000 m/z 91.10 18.12%
134
91
15 27 41 53 65 77 103 |
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14806: 0-Cymene R e AL R RS
119 12.80 13.00 13.20 13.40
m/z 41.10 12.66%
5000 o1
134
65 77
m/z--> 20 40 60 80 100 120 140 160 180 200 12. 80 13. 00 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 63 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.28 36.47 ug/L 1358000 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 6-methvl- 184 C13H28 006044-71-9 41
2 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 38
3 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 38
4 Hexatriacontane 507 C36H74 000630-06-8 35
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 35
Abundance Scan 3765 (13.279 min): VU028463.D (-3758) (-) m/z 57.10 100.00%
57
5000 43 71

151 166 ) . . )
09121132 184 198 13.00 13.20 13.40 13.60

0 m/z 43.10 44 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48847: Dodecane, 6-methyl-
57
5000 43 LA L L L L L LB
7 13.00 13.20 13.40 13.60
m/z 71.10 40.90%
29 98
85 " 12 156 140 155 169 184
0 e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48867: Undecane, 3,6-dimethyl-
57
N R B B S
13.00 13.20 13.40 13.60
5000 43 - m/z 41.10 39.06%
29 85
o | 7 98 18 157 144 155 169 184
— e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48875: Undecane, 2,6-dimethyl- AR EREEE RS
57 13.00 13.20 13.40 13.60
m/z 55.10 29.19%
5000 43 1
98
29 85
0 a1l “‘ || - I 113 127 141 155 169 184
e T e e R B E s e
m/z--> 20 40 60 80 100 120 140 160 180 200 13. 00 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 64 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.

13.41 12.25 ug/L 456245 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 62
2 Benzene. l1l-methvl-4-(1l-methvl-2-... 146 C11H14 097664-18-1 53
3 Benzene. (l-methyl-1-butenvl)- 146 C11H14 053172-84-2 52
4 Benzene. 1-methvl-3-(l-methvl-2-_... 146 C11H14 052161-57-6 46
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 46

Abundance Scan 3806 (13.411 min): VU028463.D (-3799) (-) m/z 131.10 100.00%

55 83
5000 41 67 146

13.00 13.20 13.40 13.60 13.80

0 m/z 83.10 63.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
146

13.IOO 13.I20 13.I40 13.I60 13.I8O
m/z 55.10 58.08%

5000

ol M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
31
R AE A RRREE BE S
13.00 13.20 13.40 13.60 13.80
5000 m/z 82.10 57 .60%
91 146
116
27 39 51 65 77 ‘ 105
| ! Ly Ll | i Ll L b N
o S S ' O S S P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21623: Benzene, (1-methyl-1-butenyl)- A A e e
131 13.00 13.20 13.40 13.60 13.80
m/z 67.10 46.40%
91
5000
146
39 51 77 115
R | 63 | 103 ‘
0 ”u,.K.ﬂM.W.pW”:h.n:whh.ﬁ,nm. L — S —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 65 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
13.45 10.25 ug/L 381757 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 93
2 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 81
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 81
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 81
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 74
Abundance Scan 3818 (13.449 min): VU028463.D (-3814) (-) m/z 131.10 100.00%
5000
11ﬁ TG 13.20 13.40 13.60 13.80
162 : : : :
Ollmlllu I.|| |||||I|||I| II| I..|l |.'|.'...|...%89...2.q7.. N ....,....2|8.1. m/z 146.20 25 _44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
5 13.20 13.40 13.60 13.80
14 m/z 119.10 23.04%
39 64 91 115
0 W VI | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131
13.20 13.40 13.60 13.80
5000 m/z 115.10 18.63%
146
91
39 g3 77 ‘ 115 ‘
o i PV | N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 13.20 13.40 13.60 13.80
m/z 91.10 15.94%
5000 146
X 39 gy 7791 115
o} s R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 66 Benzene, (2-chloro-2-butenyl)- Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
13.51 20.19 ug/L 751942 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-chloro-2-butenvl)- 166 C10H11ClI 054411-12-0 84
2 Benzene. (3-methvl-2-butenvI)- 146 C11H14 004489-84-3 64
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 55
4 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 50
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 50

Abundance Scan 3837 (13.511 min): VU028463.D (-3829) (-) m/z 131.10 100.00%
131
5000
39 51 g5 /7 178 101 13.20 13.40 13.60 13.80
01 m/z 133.10 77.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34767: Benzene, (2-chloro-2-butenyl)-
131
5000 o1
13.20 13.40 13.60 13.80
2 51 68 115 166 m/z 146.20 36.04%
oL 15 21 o 103 151 |
m/z--> 20 40 60 80 100 120 140 160 180 '
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
31
91 146 13.20 13.40 13.60 13.80
5000 m/z 91.10 26.15%
o7 4151 65 77 103 116
0k ..lu‘.‘. "|“' .“.“.‘l‘k“l‘..hl . .‘l .,‘l‘..m,.‘l“l — IHI e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21654: 1H-Indene, 2,3—dihydro—4,7—dimethy|— LA L L L L N B |
131 13.20 13.40 13.60 13.80
m/z 115.10 25.94%
5000 146
oz s 67 S )|
mz-> 20 40 60 80 100 120 140 160 180 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 67 (DEL) Alkane: Cyclicl3.73 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.73 35.15 ug/L 1308920 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 59
2 Cvclohexane. hexvl- 168 Cl1l2H24 004292-75-5 59
3 Cvclohexane. hexvl- 168 Cl1l2H24 004292-75-5 58
4 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 53
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 53
Abundance Scan 3905 (13.729 min): VU028463.D (-3896) (-) m/z 83.10 100.00%
B
55 145
5000
41 67 i
13.40 13.60 13.80 14.00
o} m/z 82.10 76.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83
55
5000 A AR AR SR SR
a1 1340 13.60 13.80 14.00
67 m/z 55.10 59.36%
o i 97 109 125 140 153 168
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36765: Cyclohexane, hexyl-
55 83
13.40 13.60 13.80 14.00
5000 41 m/z 145.10 56.48%
2 168
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #36764: Cyclohexane, hexyl-
83 13.40 13.60 13.80 14.00
m/z 41.10 26.07%
5000 55
41 &7
m/z--> 20 40 6|0 80 1(')0 120 140 160 180 200 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 68 Benzene, l-ethyl-4-(1-methy... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.79 31.71 ug/L 1180680 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-(1l-methvlethvl)- 148 C11H16 004218-48-8 64
2 Benzene. pentamethvl- 148 C11H16 000700-12-9 60
3 1.5.6.7-Tetramethvlbicvclol3.2.0... 148 C11H16 134329-46-7 60
4 3.4-Dimethyvlcumene 148 C11H16 1000370-34-1 60
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 55
Abundance Scan 3924 (13.790 min): VU028463.D (-3916) (-) m/z 133.10 100.00%
133
5000 81 g5
41 55 67 148
115 166 13.40 13.60 13.80 14.00 14.20
0 182194 207 m/z 81.10 43.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22810: Benzene, 1-ethyl-4-(1-methylethyl)-
33
105
5000 SR BN SRR SURBLL I
148 1340 13.60 13.80 14.00 14.20
77 119 m/z 95.10  41.40%
15 27 39 51 65
0 e s I el E I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22770: Benzene, pentamethy!l-
133
s 13.40 13.60 13.80 14.00 14.20
5000 m/z 55.10 33.97%

15 27 4151 65 77 %1 105117

O I o L A RS mAmE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22848: 1,5,6,7-Tetramethylbicyclo[3.2.0]hepta-2,6-diene B EEE e e
133 13.40 13.60 13.80 14.00 14.20
m/z 41.10 32.38%
5000
105 148
53 65 17 117
) S v | W PO N — e
m/z--> 20 40 60 80 100 120 140 160 180 200 13. 40 13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 69 (DEL) Alkane: Straight-Chai... Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
13.88 8.63 ug/L 321492 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 72
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 59
3 Octane. 3-ethvl- 142 C10H22 005881-17-4 59
4 Oxalic acid. 2-ethvlhexvl undecv... 356 C21H4004 1000309-39-4 53
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50
Abundance Scan 3952 (13.880 min): VU028463.D (-3948) (-) m/z 57.10 100.00%
57 71
43
5000
95 113 T T
4 166 13.60 13.80 14.00 14.20
3 SNN—1 T 133 47 183 196209 m/z 71.10 78.59%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #28431: Decane, 2-methyl-
43 57
5000 L SN BN SUILIN I
13.60 13.80 14.00 14.20
29 m/z 43.10 58.78%
o2 15 | |
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57
s | n 13.60 13.80 14.00 14.20
5000 m/z 41.10 41.82%
29 113
0 15 \‘ \‘\ I i1l 8\5 97 \‘ 127 142
m/z--> 0 20 40 éo 80 100 120 140 160 180 200
Abundance #19163: Octane, 3-ethyl- R B R mamE L
57 71 13.60 13.80 14.00 14.20
43 m/z 55.10 21.68%
5000
29 112
ot ol R e | e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 70 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.34 41.88 ug/L 1559420 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 89
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 64
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 Cl11H14 002809-64-5 62
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 58
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 55
Abundance Scan 4095 (14.340 min): VU028463.D (-4085) (-) m/z 131.10 100.00%
131
5000 118 146
160 14.00 14.20 14.40 14.60
180
0 1% 214 m/z 133.20  47.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131
146
5000 L B UL B LN
14.00 14.20 14.40 14.60
m/z 146.20 43.02%
04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131
146 14.00 14.20 14.40 14.60
5000 m/z 118.05 42 .73%
27 39 91 105
15 51 o3 77
0.‘ A \M M\WMIJI L .HJM.fN”.,”..,”..,”..“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
118 131 146 14.00 14.20 14.40 14.60
m/z 57.15 32.67%
5000 105
27 39 51 g3 77 o1 H
OIIIII\III‘I\I \‘\‘H‘ M‘”luu“iul“i‘u|l‘||‘lhl||“|“|||||||||||||||||||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 71 2-Propenal, 3-(4-methylphen... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
14.68 22.69 ug/L 845002 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenal. 3-(4-methviphenvl)- 146 C10H100 001504-75-2 70
2 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 60
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 53
4 Benzene. (1l.l1-dimethvl-2-propenvl)- 146 C11H14 018321-36-3 50
5 1,3-Cyclopentadiene, 5-(trans-2-... 146 Cl11H14 079209-36-2 49
Abundance Scan 4201 (14.681 min): VU028463.D (-4193) (-) m/z 131.10 100.00%
131
5000 118 146
4, O 105 160
39 51 65 14.40 14.60 14.80 15.00
o 176 193 207 m/z 118.10 41.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21567: 2-Propenal, 3-(4-methylphenyl)-
131
5000 91
115 146 14.40 14.60 14.80 15.00
39 65 103 m/z 146.10 40.92%
51 77
0 "LI'"'W""I”"I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131
146 14.40 14.60 14.80 15.00
5000 o1 m/z 145.10 40.54%
115
oL 2739 83 6 77 | 103 L)
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl- B A EEmmE nae
131 14.40 14.60 14.80 15.00
m/z 115.10 28.08%
5000 146
7 % ses 71 o5
ol e L .‘..l‘ L S — N
m/z--> 20 40 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 73 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
15.01 7.28 ug/L 271026 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 000475-03-6 93
2 1H-Indene. 2.3-dihvdro-1.1.4.5-t... 174 C13H18 016204-57-2 93
3 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 000475-03-6 92
4 1H-Indene. 2.3-dihvdro-1.1.4.7-t... 174 C13H18 001078-04-2 92
5 1H-Indene, 2,3-dihydro-1,1,4,6-t... 174 C13H18 000941-60-6 92
Abundance Scan 4303 (15.009 min): VU028463.D (-4298) (-) m/z 159.20 100.00%
1%9
5000
118 3¢ 174
91 104 145 UL SN SRR B
39 55 np 77 188 209 14.60 14.80 15.00 15.20 15.40
0 m/z 131.10 33.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41181: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethy!-
159
5000 U AR AR B
14,60 14.80 15.00 15.20 15.40
174 m/z 174.20 27 .45%
27 41 53 71 91 105117 %31144
O e e et e e
m/z--> 20 40 éo 80 100 120 140 160 180 200
Abundance #41167: 1H-Indene, 2,3-dihydro-1,1,4,5-tetramethyl-
159
14.60 14.80 15.00 15.20 15.40
5000 m/z 118.10 24.69%
174
%5 27 39 51 g3 77 91 1031}51ﬁ8 1§4
0::::||||||||||‘||||||||||||||H|||||||| S
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #41182: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethyl- L A RAaA s ma
159 14.60 14.80 15.00 15.20 15.40
m/z 160.15 21.37%
5000
174
27 39 51 g3 77 91 1031}5 1?? 144 |
0::::|‘|||‘||||||||‘|||||||P MIHIIIIIIII S — L ARmEE RESE S e
m/z--> 20 40 60 80 100 120 140 160 180 200 14,60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 74 D-Alanine, N-(4-ethylbenzoy... Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
15.54 9.17 ug/L 341430 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Alanine. N-(4-ethvlbenzovl)-. ... 305 C18H27N0O3 1000354-08-7 59
2 D-Alanine. N-(4-ethvlbenzovD)-. ... 291 C17H25N0O3 1000354-08-6 59
3 1-(3-MethvlbutvD)-2.4.6-trimethy... 190 C14H22 016204-65-2 59
4 l1-methvl-1-indanol 148 C10H120 064666-42-8 53
5 1,3-Benzenediol, o-(4-ethylbenzo... 360 C23H2004 1000330-83-6 53
Abundance Scan 4468 (15.539 min): VU028463.D (-4462) (-) m/z 133.10 100.00%
133
5000
105 1re 15.20 15.40 15.60 15.80
41 57 77 20 15.40 15.60 15.
0<WWW%%%WW m/z 176.20 17.47%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148784: D-Alanine, N-(4-ethylbenzoyl)-, isohexyl ester
133
5000
176 15.20 15.40 15.60 15.80
m/z 134.10 15.34%
oL27 43 63 79 105 204222 305
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #136991: D-Alanine, N-(4-ethylbenzoyl)-, pentyl ester
133
1520 15.40 15.60 15.80
5000 m/z 119.10 10.75%
176
ol27 43 6579 105 | 158 | 204 291
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53178: 1-(3-Methylbutyl)-2,4,6-trimethylbenzene N e o O
133 15.20 15.40 15.60 15.80
m/z 105.10 10.40%
5000
190
. 65 O 119|145 |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 75 (DEL) Alkane: Straight-Chai... Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
15.66 11.31 ug/L 421001 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 25
2 Dodecane. 4-methvl- 184 C13H28 006117-97-1 25
3 Octadecane. 4-methvl- 268 C19H40 010544-95-3 22
4 Octane. 5-ethvl-2-methvl- 156 C11H24 062016-18-6 18
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 18

Abundance Scan 4506 (15.662 min): VU028463.D (-4501) (-) m/z 71.10 100.00%

5000

%

187 15.40 15.60 15.80 16.00

206 226

0 m/z 57.10 93.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
71
43
5000 LA L L L L L L L L
85 15.40 15.60 15.80 16.00
29 m/z 145.10 82.27%
99 113127
ok L L g | [ 141155169183197211225239253267 282
AR e e R e A ARRRAREERS ERREEERERE T s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48850: Dodecane, 4-methyl-
43
57 71 T T T
15.40 15.60 15.80 16.00
5000 g5 m/z 43.10 78.67%
29 9% 140
ol h L "112 ) 155160184
et e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117642: Octadecane, 4-methyl- R B R ma T
43 15.40 15.60 15.80 16.00

m/z 159.20 62.14%

5000

a1
~
~
=

85
L J “ %9 113127141155169 1962112%5239253268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15. 60 15. 80 16. 00

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 76 Naphthalene, 1,5-dimethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
15.91 33.31 ug/L 1240410 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 98
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
Abundance Scan 4583 (15.909 min): VU028463.D (-4573) (-) m/z 156.20 100.00%
186
141
5000
m%77 115128 3 15.60 15.80 16.00 16.20
39 91 17 : : :
O ek 92202 L ), B3 202 218 T 6 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28503: Naphthalene, 1,5-dimethyl-
141 1%6
5000
15.60 15.80 16.00 16.20
76 115 m/z 155.15 35.16%
63 128
15 27 39 °L 89 102
! LJM [rTrrrprrrrrrrT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28496: Naphthalene, 1,3-dimethyl-
156
141
15.60 15.80 16.00 16.20
5000 m/z 128.10 17.32%
115 128
AL A X I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28480: Naphthalene, 2,7-dimethyl- R AEmEEEE L
156 15.60 15.80 16.00 16.20
m/z 115.10 16.61%
5000 141
7w 128
NI A Tl Y N A i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 78 1-(3-Methylbutyl)-2,3,4-tri... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
16.10 34.97 ug/L 1302340 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(3-Methvlbutvl)-2.3.4-trimethy.._. 190 C14H22 107997-59-1 86
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 68
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 68
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 64
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 60
Abundance Scan 4642 (16.099 min): VU028463.D (-4637) (-) m/z 156.10 100.00%
186
133
5000 105
77 91 19
41 63 04218 15.80 16.00 16.20 16.40
o m/z 133.10 73.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53177: 1-(3-Methylbutyl)-2,3,4-trimethylbenzene
5000 RN BN IR AR BARE
15,80 16.00 16.20 16.40
119 190 m/z 141.10 66 .90%
. 63 77 91105 | | 147 145 |
mz> 20 4 60 80 100 130 140 160 180 200 230 250 26 230
Abundance #28488: Naphthalene, 2,6-dimethyl-
141156

15.80 16.00 16.20 16.40
m/z 105.10  48.45%

5000

%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28470: Naphthalene, 2,7-dimethyl- T
156 15.80 16.00 16.20 16.40
m/z 134.10 37.73%
5000 141

-

15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 79 Naphthalene, 2,3,6-trimethyl- Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
17.17 14.41 ug/L 536523 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 97
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 96
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 96
4 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 96
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95

Abundance Scan 4975 (17.170 min): VU028463.D (-4968) (-) m/z 170.20 100.00%

155170

5000

16.80 17.00 17.20 17.40
185200215230 250 270 m/z 155.15 94 _05%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38375: Naphthalene, 2,3,6-trimethyl-
155170

5000

16.80 17.00 17.20 17.40
m/z 153.15  24.74%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38372: Naphthalene, 1,6,7-trimethyl-
155170
s R
16.80 17.00 17.20 17.40
5000 m/z 152.10 18.15%
115
o 51 76 og 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38369: Naphthalene, 1,4,6-trimethyl- AR B
155 16.80 17.00 17.20 17.40
170 m/z 169.15 16.36%
5000
128
1 IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU120418\
Data File : VU028463.D

Aca On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.73a0/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 80 Naphthalene, 1,6,7-trimethyl- Concentration Rank 78
R.T. EstConc Area Relative to ISTD R.T.

17.23 7.01 ug/L 261006 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 92
2 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 90
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 90
4 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 81
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 81

Abundance Scan 4994 (17.231 min): VU028463.D (-4987) (-) m/z 170.20 100.00%

155170

5000

184
17.00 17.20 17.40

201217 239 267281

(o} m/z 155.10 87 .48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38374: Naphthalene, 1,6,7-trimethyl-
170
155

5000

17.00 17!20 17.40
m/z 169.10  60.04%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38364: 4,6,8-Trimethylazulene
155170
R B,
17.00 17.20 17.40
5000 m/z 153.10 30.54%
128
o 39 6377 02
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38373: Naphthalene, 1,6, 7-trimethyl- R R S o
155170 17.00 17.20 17.40
m/z 57.10 29.62%
5000
128
o 3651 76 102
- IIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU120418\
Data File : VU028463.D

Acq On : 04 Dec 2018 13:15

Operator : MD/SY

Sample : J6171-05ME

Misc : 6.739/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 1.69 7.8 ug/L 229316 1 5.88 1468790 50.0
(DEL) Alkane: Str... 2.67 8.1 ug/L 238713 1 5.88 1468790 50.0
(DEL) Alkane: Str... 2.96 37.9 ug/L 1112890 1 5.88 1468790 50.0
(DEL) Alkane: Str... 5.07 19.8 ug/L 582798 1 5.88 1468790 50.0
(DEL) Alkane: Cyc... 5.24 25.2 ug/L 739735 1 5.88 1468790 50.0
(DEL) Alkane: Cyc... 5.47 68.3 ug/L 2007480 1 5.88 1468790 50.0
(DEL) Alkane: Cyc... 5.54 54_.9 ug/L 1612880 1 5.88 1468790 50.0
(DEL) Alkane: Cyc... 5.61 90.3 ug/L 2653020 1 5.88 1468790 50.0
(DEL) Alkane: Str... 6.53 9.0 ug/L 263204 1 5.88 1468790 50.0
(DEL) Alkane: Cyc... 6.73 44.5 ug/L 1306060 1 5.88 1468790 50.0
(DEL) Alkane: Cyc... 6.90 54_.1 ug/L 1588540 1 5.88 1468790 50.0
(DEL) Alkane: Cyc... 7.43 12.1 ug/L 356204 1 5.88 1468790 50.0
(DEL) Alkane: Cyc... 7.70 17.0 ug/L 639453 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 7.77 20.8 ug/L 781746 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 7.91 51.0 ug/L 1919140 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 8.04 14.7 ug/L 554685 2 9.09 1882290 50.0
Hexyl octyl ether 8.22 8.2 ug/L 308720 2 9.09 1882290 50.0
(DEL) Alkane: Str... 8.45 9.4 ug/L 355488 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 8.48 6.8 ug/L 256493 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 8.54 38.0 ug/L 1429770 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 8.60 57.4 ug/L 2161390 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 8.76 18.2 ug/L 684840 2 9.09 1882290 50.0
(DEL) Alkane: Str... 8.81 12.4 ug/L 467775 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 8.85 34.1 ug/L 1284460 2 9.09 1882290 50.0
(DEL) Alkane: Str... 9.02 9.0 ug/L 338824 2 9.09 1882290 50.0
Pentalene, octahy... 9.19 16.4 ug/L 616294 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 9.24 15.8 ug/L 595900 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 9.35 28.6 ug/L 1076070 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 9.40 29.5 ug/L 1110170 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 9.44 22.8 ug/L 856574 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 9.56 16.0 ug/L 603813 2 9.09 1882290 50.0
Sulfurous acid, c... 9.72 38.4 ug/L 1446380 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 9.82 10.9 ug/L 410311 2 9.09 1882290 50.0
unknown-01 9.95 87.7 ug/L 3301570 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 10.04 31.7 ug/L 1193080 2 9.09 1882290 50.0
(DEL) Alkane: Cyc... 10.09 44_.1 ug/L 1659350 2 9.09 1882290 50.0
unknown-02 10.22 9.3 ug/L 350980 2 9.09 1882290 50.0
(DEL) Alkane: Str... 10.25 13.2 ug/L 496395 2 9.09 1882290 50.0
Pentalene, octahy... 10.38 10.6 ug/L 395476 3 11.48 1861850 50.0
(DEL) Alkane: Cyc... 10.49 49.1 ug/L 1829690 3 11.48 1861850 50.0
unknown-03 10.63 18.4 ug/L 684625 3 11.48 1861850 50.0
(DEL) Alkane: Cyc... 10.70 17.3 ug/L 644585 3 11.48 1861850 50.0
(DEL) Alkane: Cyc... 10.75 39.7 ug/L 1476850 3 11.48 1861850 50.0
unknown-04 10.81 18.6 ug/L 692924 3 11.48 1861850 50.0
(DEL) Alkane: Cyc... 10.86 5.3 ug/L 196344 3 11.48 1861850 50.0
(DEL) Alkane: Str... 10.97 7.3 ug/L 272777 3 11.48 1861850 50.0
unknown-05 11.07 7.2 ug/L 269477 3 11.48 1861850 50.0
(DEL) Alkane: Str... 11.12 28.4 ug/L 1055900 3 11.48 1861850 50.0
(DEL) Alkane: Str... 11.33 25.2 ug/L 938157 3 11.48 1861850 50.0
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(DEL) Alkane: Cyc... 11.40 26.8 ug/L 998515 11.48 1861850 50.0

3
(DEL) Alkane: Cyc... 11.66 12.2 ug/L 455841 3 11.48 1861850 50.0
unknown-06 11.78 17.1 ug/L 635058 3 11.48 1861850 50.0
(DEL) Alkane: Cyc... 12.18 23.3 ug/L 866704 3 11.48 1861850 50.0
Indan, 1-methyl- 12.36 31.6 ug/L 1175380 3 11.48 1861850 50.0
Cyclohexene, 1-pe... 12.44 11.1 ug/L 412282 3 11.48 1861850 50.0
trans-Decalin, 2-_... 12.51 45.4 ug/L 1689100 3 11.48 1861850 50.0
(DEL) Alkane: Str... 12.61 52.1 ug/L 1938830 3 11.48 1861850 50.0
1-Methyldecahydro... 12.72 30.2 ug/L 1124520 3 11.48 1861850 50.0
Benzene, l-methyl... 12.79 11.9 ug/L 443536 3 11.48 1861850 50.0
3,4-Dimethylcumene 12.88 12.9 ug/L 480314 3 11.48 1861850 50.0
Benzene, 1,2,4,5-... 13.12 85.8 ug/L 3193260 3 11.48 1861850 50.0
(DEL) Alkane: Str... 13.28 36.5 ug/L 1358000 3 11.48 1861850 50.0
Benzene, (1,2-dim... 13.41 12.3 ug/L 456245 3 11.48 1861850 50.0
1H-Indene, 2,3-di... 13.45 10.3 ug/L 381757 3 11.48 1861850 50.0
Benzene, (2-chlor... 13.51 20.2 ug/L 751942 3 11.48 1861850 50.0
(DEL) Alkane: Cyc... 13.73 35.1 ug/L 1308920 3 11.48 1861850 50.0
Benzene, 1l-ethyl-... 13.79 31.7 ug/L 1180680 3 11.48 1861850 50.0
(DEL) Alkane: Str... 13.88 8.6 ug/L 321492 3 11.48 1861850 50.0
Naphthalene, 1,2,... 14.34 41.9 ug/L 1559420 3 11.48 1861850 50.0
2-Propenal, 3-(4-... 14.68 22.7 ug/L 845002 3 11.48 1861850 50.0
Naphthalene, 1,2,... 15.01 7.3 ug/L 271026 3 11.48 1861850 50.0
D-Alanine, N-(4-e... 15.54 9.2 ug/L 341430 3 11.48 1861850 50.0
(DEL) Alkane: Str... 15.66 11.3 ug/L 421001 3 11.48 1861850 50.0
Naphthalene, 1,5-... 15.91 33.3 ug/L 1240410 3 11.48 1861850 50.0
1-(3-Methylbutyl)... 16.10 35.0 ug/L 1302340 3 11.48 1861850 50.0
Naphthalene, 2,3,... 17.17 14 .4 ug/L 536523 3 11.48 1861850 50.0
Naphthalene, 1,6,... 17.23 7.0 ug/L 261006 3 11.48 1861850 50.0
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