LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
Title : VOC Analysis
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.398 63 70 81 rvB 101964 100435 3.43% 0.350%
2 1.665 145 153 164 rBvY 72674 90497 3.09% 0.315%
3 1.746 168 178 194 rVB 101333 138668 4.74% 0.483%
4 2.266 328 340 355 rBvV 143737 225466 7.70% 0.786%
5 2.450 385 397 417 rBvV 26381 50503 1.73% 0.176%
6 2.704 463 476 495 rvB2 11664 24823 0.85% 0.087%
7 2.993 550 566 586 rBV 78658 168055 5.74% 0.586%
8 4.176 920 934 965 rBvV 84653 236336 8.07% 0.824%
9 4.646 1063 1080 1099 rBvV 108890 257197 8.79% 0.896%
10 4.993 1168 1188 1205 rVV 599969 1426822 48.74%  4.973%
11 5.080 1206 1215 1231 rVB3 22059 53150 1.82% 0.185%

12 5.257 1251 1270 1278 rVvV2 109636 259723 8.87% 0.905%
13 5.337 1279 1295 1319 rVvv2 238342 679766 23.22% 2.369%
14 5.479 1323 1339 1351 rVvVv3 170049 383103 13.09% 1.335%
15 5.552 1351 1362 1372 rVV 162118 351813 12.02% 1.226%

16 5.623 1372 1384 1411 rVB 275357 613632 20.96% 2.139%
17 5.884 1452 1465 1487 rBV 223873 438018 14.96% 1.527%
18 6.327 1590 1603 1613 rBV 158363 316261 10.80% 1.102%
19 6.411 1613 1629 1657 rVB3 761927 1821713 62.23% 6.350%
20 6.736 1715 1730 1749 rBV2 55364 109420 3.74% 0.381%

21 6.900 1768 1781 1800 rBV 58577 113978 3.89% 0.397%
22 7.224 1871 1882 1918 rBV3 90923 241191 8.24% 0.841%
23 7.443 1937 1950 1962 rVB3 16137 31776 1.09% 0.111%
24 7.530 1962 1977 1979 rBvV2 127271 187462 6.40% 0.653%
25 7.562 1980 1987 2002 rVB 373493 658733 22.50% 2.296%

26 7.707 2018 2032 2045 rBV3 59806 144501 4.94% 0.504%
27 7.774 2046 2053 2065 rvB2 44848 81379 2.78% 0.284%
28 7.848 2065 2076 2086 rBvV 71482 123757 4.23% 0.431%
29 7.916 2086 2097 2115 rVB 155058 282380 9.65% 0.984%
30 8.044 2115 2137 2147 rBV2 58804 113998 3.89% 0.397%

31 8.308 2204 2219 2251 rBV 296836 546334 18.66% 1.904%
32 8.488 2259 2275 2283 rBV2 44004 84335 2.88% 0.294%
33 8.543 2283 2292 2302 rVV 98631 157901 5.39% 0.550%
34 8.604 2302 2311 2322 rVV 70884 114758 3.92% 0.400%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
Title : VOC Analysis
35 8.845 2370 2386 2403 rVB4 20257 40574 1.39% 0.141%

36 9.089 2449 2462 2477 rBV 317039 527218 18.01% 1.838%
37 9.186 2480 2492 2503 rVB 99202 164358 5.61% 0.573%

38 9.244 2503 2510 2523 rVB5 16771 32467 1.11% 0.113%
39 9.359 2533 2546 2555 rBV6 34771 82263 2.81% 0.287%
40 9.568 2601 2611 2621 rBV2 25580 42165 1.44% 0.147%
41 9.720 2641 2658 2676 rVvv7 25490 76824 2.62% 0.268%
42 9.951 2710 2730 2746 rBV2 98161 180590 6.17% 0.629%
43 10.044 2746 2759 2778 rBVS8 35337 77231 2.64% 0.269%
44 10.163 2785 2796 2820 rBVY 507426 793827 27.12% 2.767%
45 10.375 2851 2862 2869 rBV2 33166 53854 1.84% 0.188%
46 10.430 2869 2879 2891 rVV 241621 391633 13.38% 1.365%
47 10.491 2891 2898 2915 rVB7 28664 556357 1.89% 0.193%
48 10.584 2915 2927 2947 rBV 450584 708325 24.20% 2.469%
49 10.739 2968 2975 2990 rVB3 29829 50317 1.72% 0.175%
50 10.986 3040 3052 3055 rBV5 18564 32547 1.11% 0.113%
51 11.073 3068 3079 3094 rVB4 19443 42999 1.47% 0.150%
52 11.289 3131 3146 3149 rBV3 36922 59300 2.03% 0.207%

53 11.324 3150 3157 3172 rVB 119949 197176 6.74% 0.687%
54 11.482 3196 3206 3220 rBV 325412 506485 17.30% 1.765%
55 11.687 3260 3270 3280 rBV 47734 77310 2.64% 0.269%

56 11.764 3281 3294 3308 rBV3 403480 747510 25.54% 2.606%
57 11.858 3313 3323 3343 rVB 367802 650649 22.23% 2.268%
58 11.980 3352 3361 3374 rBV 75348 113802 3.89% 0.397%
59 12.250 3421 3445 3451 rBV 412526 647998 22.14% 2.259%
60 12.282 3451 3455 3466 rVvVv 203408 303208 10.36% 1.057%

61 12.353 3467 3477 3496 rVV3 454117 1027886 35.11% 3.583%

62 12.433 3496 3502 3511 rVB3 25523 39088 1.34% 0.136%
63 12.536 3521 3534 3546 rVB 57698 98828 3.38% 0.344%
64 12.649 3551 3569 3581 rBV 263051 451771 15.43% 1.575%
65 12.784 3599 3611 3621 rVB2 40801 70106 2.39% 0.244%
66 12.877 3622 3640 3646 rBV 38080 76096 2.60% 0.265%
67 12.922 3646 3654 3661 rBV2 79557 121753 4.16% 0.424%
68 12.961 3661 3666 3673 rVB 56660 69088 2.36% 0.241%
69 13.118 3700 3715 3733 rVV2 1890710 2927205 100.00% 10.203%
70 13.195 3734 3739 3745 rVvv4 23144 34555 1.18% 0.120%
71 13.234 3745 3751 3757 rVV 28933 44771 1.53% 0.156%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M

: VOC Analysis

72 13.285 3757 3767 3781 rVB 299878 488508 16.69% 1.703%
73 13.404 3795 3804 3811 rBV2 41987 66158 2.26% 0.231%
74 13.456 3811 3820 3828 rVVv2 70229 121216 4.14% 0.423%
75 13.507 3828 3836 3845 rVVv2 144911 223968 7.65% 0.781%

76 13.575 3845 3857 3861 rVV3 80911 157842 5.39% 0.550%
77 13.610 3862 3868 3890 rVB3 129776 334709 11.43% 1.167%
78 13.739 3895 3908 3917 rBV 839524 1336369 45.65% 4.658%
79 13.787 3917 3923 3933 rVB 124132 182371 6.23% 0.636%

80 13.851 3934 3943 3958 rVB 46269 83479 2.85% 0.291%
81 13.961 3959 3977 3986 rBv4 63899 157834 5.39% 0.550%
82 14.012 3988 3993 4003 rVB3 26830 40770 1.39% 0.142%
83 14.157 4028 4038 4040 rBV3 35752 50794 1.74% 0.177%
84 14.346 4082 4097 4109 rVB3 133235 292792 10.00% 1.021%
85 14.475 4130 4137 4145 rVB2 34092 49149 1.68% 0.171%
86 14.536 4145 4156 4169 rVB7 37266 93397 3.19% 0.326%
87 14.610 4171 4179 4188 rBV6 15458 25756 0.88% 0.090%

88 14.678 4189 4200 4226 rVB2 127580 252978 8.64% 0.882%
89 14.874 4249 4261 4273 rBV 528438 829634 28.34% 2.892%
90 15.060 4307 4319 4334 rVB 557931 900071 30.75% 3.137%

91 15.411 4416 4428 4436 rBV 11510 24971 0.85% 0.087%
92 15.546 4462 4470 4476 rBV3 22688 37913 1.30% 0.132%
93 15.726 4516 4526 4537 rBV2 56281 92500 3.16% 0.322%
94 15.800 4542 4549 4555 rVvVv 18942 28358 0.97% 0.099%
95 15.832 4555 4559 4572 rVB 17235 25650 0.88% 0.089%

96 15.915 4573 4585 4599 rBV2 71316 154244 5.27% 0.538%
97 16.057 4619 4629 4636 rVV 105493 176448 6.03% 0.615%
98 16.095 4636 4641 4657 rVB 85227 133302 4 _55% 0.465%

99 16.259 4681 4692 4694 rBV 18713 24200 0.83% 0.084%
100 16.288 4695 4701 4719 rVB 33375 59218 2.02% 0.206%
Sum of corrected areas: 28689617
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: vU028845.D

1500000
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Abundance TIC: vU028845.D
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04 o~ PN o - .
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: vU028845.D
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13.74

500000
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17.00

15.50 16.00 17.50

Time--> 13.50 14.00 14.50 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 27

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

1.75 15.83 ug/L 138668 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 91
3 Butane, 2-methyl- 72 C5H12 000078-78-4 90
4 Pentane 72 C5H12 000109-66-0 45
5 3-Buten-1-ol 72 C4H80 000627-27-0 28

Abundance Scan 179 (1.749 min): VU028845.D (-168) (-) m/z 43.10 100.00%
43
57
5000
39
% 53 [ 140 1.60 1.80 2.00
Obrrrrrrrrrrerprrer ey e e e e m/z 42.10 84.28%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl-
43
57
5000 A'I IRESESAEE SARE SE
1.40 1.60 1.80 2.00
29 3 m/z 41.10 80.87%
0 15 25 0l 4953 62 67 2
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43
57 1.40 1.60 1.80 2.00
5000 29 m/z 57.10 69 .55%
39
o 1 B o5 33 4953 6165 2
LLLLRS LLLE) L RS RAREA AL RARANRALEN ALY AL RARLY RELL) KARAA LERR) ARLA KAL) LARR) NARL) R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #712: Butane, 2—methy|— LI L L L B L LB B
43 1.40 1.60 1.80 2.00
m/z 39.10 23.38%
57
5000 27
39
15
2 “ 1] 0 ! l ‘5‘3\ . 7\2
sy L) LA Sy LA S LR Bkt MARRA SRR AR Baka) LR SR MR AR LRI SRR A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Isopropyl Alcohol Concentration Rank 59

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

2.45 5.76 ug/L 50503 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 74
2 Isopropyl Alcohol 60 C3H80 000067-63-0 64
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 4-Penten-2-ol 86 C5H100 000625-31-0 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 397 (2.450 min): VU028845.D (-385) (-) m/z 45.10 100.00%
45
5000
ey 50 220 240 260 280
M MEERBEMVMMMUMM M I 8 1 m/z 43.10 19.81%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: 1sopropy! Alcohol
45
5000
220 240 2.60 2.80
27 m/z 41.10 8.26%
15 19 31 41 59
0'w'“l“'w'“lw'”|“J|“'w'%'“l” AR RRARS RALRS RN RARRS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
220 240 2.60 2.80
5000 m/z 39.10 6.86%
. 15 19 2l 31 gg4l 53 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #295: |sopropy! Alcohol
45 220 240 2.60 2.80
m/z 59.10 4._.68%
5000
s T ga 5
U R SR AR AL ARAS RS RARRN RAARS RARRS RARRA RARRARARRS IR RS RSN LR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 76

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

2.70 2.83 ug/L 24823 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 83
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 78
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 9

Abundance Scan 475 (2.701 min): VU028845.D (-463) (-) m/z 43.10 100.00%
43 T
5000
71
39
| 5|5 86 240 2.60 2.80 3.00
O eI T e e m/z 42.10 89.51%
m/z--> 0 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 n
Abundance #1828: Butane, 2,3-dimethyl-
43
5000
71 240 2.60 2.80 3.00
39 m/z 41.10 43_.05%
27 55 86
15 | Al 51 6367
e e Ly B A LA AR ALY LAY LS LA LR AR AR MR AL IS AR S
m/z--> 0 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
240 2.60 2.80 3.00
5000 m/z 71.10 27 .33%
71
27
0 15 39 5122 62 67 86
AL L) L AL ALY ALY ALY MALN ALY REAL) NALLN RALA LA ALY LAY RUAY WAL IR KA LA 1S
m/z--> 0 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1831: Butane, 2,3-dimethyl- EEmaE T RS
43 240 2.60 2.80 3.00
m/z 39.00 16.58%
5000
27
39 71
o 1 15 134 ||l 51 61 67| 77 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 23

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

2.99 19.18 ug/L 168055 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 78
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64

Abundance Scan 565 (2.990 min): VU028845.D (-550) (-) m/z 57.10 100.00%
g7
41
5000
1, 53| 6771 86 260 2.80 3.00 n03m0
O T T m/z 56.10 85.87%
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1824: Pentane, 3-methyl- /\
57
41
5000 29 NAEAE SRS SRS AR
260 2.80 3.00 3.20 3.40
m/z 41.10 57 .49%
15 37 w 53 6367/% 86
S A ) ) Lt ALY A M S L A A el Al st S
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
20 41 260 2.80 3.00 320 3.40
5000 m/z 43.10 23 .55%
0 2 15 53 71 86
B Ly L) L) KL Skt Ay S LA ML) KAk Sy A ALY M) AR ML Kkt LA AL
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1826: Pentane, 3-methyl- A R Raman s
57 2.60 2.80 3.00 3.20 3.40
m/z 39.10 13.43%
29 41
5000
0 1 15 25| | 3337/ | 454953 61 6771 77 86 I
m/z--> 0 5 10 15 20 25 3'03'54'0 4'55'055 6|06|57|0 75 80 85 90 95 260 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Straight-Chai... Concentration Rank 56

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

5.08 6.07 ug/L 53150 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 64
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 59
5 Ethane, isocyanato- 71 C3H5NO 000109-90-0 50

Abundance Scan 1215 (5.080 min): VU028845.D (-1206) (-) m/z 56.10 100.00%
a3 P
5000 71
| | | 85 480 5.00 5.20 5.40
ol el e el el ey | M7z 43.10 80 45%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3987: Pentane, 2,3-dimethyl-
43 56
5000 29 U UL U R I
71 4.80 5.00 5.20 5.40
m/z 57.10 75.35%
o2 B 51 50| 65 77 85 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43 56
480 500 520 540
5000 m/z 41.10 56.87%
71
29
o 37 50 | 6 | 77 % 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3993: Pentane, 2,3-dimethyl-
4 56 4.80 5.00 5.20 5.40
m/z 71.10 42 .31%
5000
29 71
0 \‘ 37/ 49 || 65 77 & 100 A
miz--> 0 10 20 30 40 50 60 70 8 90 100 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

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

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

Peak Number 6 (DEL) Alkane: Cyclic5.26 Concentration Rank 16

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

5.26 29.65 ug/L 259723 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 91
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 83
3 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 43
4 2-Heptene, (E)- 98 C7H14 014686-13-6 43
5 (2)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 43

Abundance Scan 1271 (5.260 min): VU028845.D (-1251) (-) m/z 56.05 100.00%
56 6
83
41
5000
08 5.00 520 5.40 5.60
N 1 |.,‘?.3~.'.',..??-,'..-..,....-,.... m/z 55.10 86.45%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56
41 69
5000
83 500 520 5.40 5.60
27 m/z 69.10 79.21%
50, || 63 ‘ 77 98
L S A A LR RS RS RS RS RS WA
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance
56
4 69 83 5.00 520 5.40 5.60
5000 m/z 83.10 65.91%
27
o1 B 33 50, e 77 o1 %
IR N SULIN IO IURILL U UL IR SULLI SULIL SUL S
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3350: 1-Pentene, 2,3-dimethy!l- .... B AR S
41 69 500 520 540 5.60
m/z 41.10 52.88%
55
5000
27 83
98
0 "'I""I'%?'I'"'I""ll“"“'t"l§?J'l"??Iﬂ"'l""l'”'
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclic5.48 Concentration Rank 12

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

5.48 43.73 ug/L 383103 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 80
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 78
5 Cyclobutanone, 2,2-dimethyl- 98 C6H100 001192-14-9 78

Abundance Scan 1339 (5.479 min): VU028845.D (-1323) (-) m/z 70.10 100.00%
56 70
5000 41
83 VA B W
51 | 98 520 5.40 5.60 5.80
0 ..,....,....,....|;.||...,-.'.' A OOV N S m/z 56.10 80.55%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56 70
41
5000
520 5.40 5.60 5.80
27 83 o5 m/z 55.10 66.28%
0 ..|....|....|....|....5|O.. 'I('S:?" ...77.|....|....|....
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
56 70
a1 520 5.40 5.60 5.80
5000 m/z 41.10 51.30%
83
0 34 48 63 77 90
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56 70 520 5.40 5.60 5.80
41 m/z 69.10 28.04%
5000
27 83
98
m/z--> 10 20 30 40 50 60 70 80 90 100 520 5.40 560 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclic5.55 Concentration Rank 13

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

5.55 40.16 ug/L 351813 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 94
2 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 91
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 86

Abundance Scan 1361 (5.549 min): VU028845.D (-1351) (-) m/z 70.10 100.00%
56 70
41
5000
83
L soulli eall 77| o1 % 520 540 560 580
o SUDEBESEBERESESEENSRPRSAS 14 TSI 111 L MBICCO T ML S m/z 56.10 92.80%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3407: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
27 520 5.40 5.60 5.80
8 m/z 55.10 75.02%
o1 B s | s & 7w
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
a1 56 70
520 5.40 5.60 5.80
5000 m/z 41.10 55.95%
27 83
15 98
o 1 34 50 63 77 91
IR N SULIN SO IURILL U SUL L IR SULLI SULIL SULL S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56 70 520 5.40 5.60 5.80
41 m/z 69.10 37.44%
5000
27 83
98
0 ...,....,.%?.,....,....,...?ﬁ...,??....??,....,....,.”.
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

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

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

Peak Number 9 (DEL) Alkane: Cyclic5.62 Concentration Rank 7

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

5.62 70.05 ug/L 613632 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 94
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 87
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 76

Abundance Scan 1383 (5.620 min): VU028845.D (-1372) (-) m/z 56.10 100.00%
56
70
41
5000
83 98
520 5.40 5.60 5.80 6.00
0 ...,....,....,....,....|;.|'...5f-’.'.' |.,‘?.3.'.-,-..??,-.'...??..I,.... m/z 70.10 71.93%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3336: Isopropylcyclobutane
41 56
70
VAN
5000 RS RN L
21 520 540 5.60 5.80 6.00
83 98 m/z 55.10 68.89%
| \‘ | ‘ 59“ ‘ 63 1L L 77 ‘
e LS IR UL AL I IS UL UL RS WA
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56
4 20 520 5.40 560 5.80 6.00
5000 m/z 41.10 52.87%
27 98
83
oL 1 15 34 50 | 63 77 | 89
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3418: Cyclopentane, 1,2-dimethyl-, trans- e
56 520 5.40 5.60 5.80 6.00
70 m/z 69.10 35.27%
41
5000
27 83 %8
o 35/, 50,/ 63 || 77 | 89
m/z--> 0 10 20 30 40 50 60 70 8 90 100 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclic6.74 Concentration Rank 36

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

6.74 12.49 ug/L 109420 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 91
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 83
4 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 80
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 78

Abundance Scan 1731 (6.739 min): VU028845.D (-1715) (-) m/z 70.10 100.00%
70
55
5000
41
83 97 112 6.40 6.60 6.80 7.00
A O O N B < T e £ 1
m/z--> 10 20 30 40 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 25.63%
o 23 22 \‘ .63 | 778 o9 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
70
55
6.40 6.60 6.80 7.00
5000 m/z 69.10 24 _.92%
41
27
o 15 34 63 778 % 1
mz> 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 17 .48%
5000
41
27 ‘
o 15 |j3allla7 ] 63 [ 778 o1 9 12
m/z--> 10 20 30 45 50 60 70 éo 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\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 35

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

6.90 13.01 ug/L 113978 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
2 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
4 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 72
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 72

Abundance Scan 1781 (6.900 min): VU028845.D (-1768) (-) m/z 70.10 100.00%
55 70
5000 41
84 AN WY A SRS
97 112 6.60 6.80 7.00 7.20
77 |
0 ...,....,....,....|;I'...,'.': |.,‘??.': NN | NN N m/z 55.10 87.28%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6834: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
41
5000 SRR NAARS RRAN RARES
7 6.60 6.80 7.00 7.20
84 112 m/z 56.10 80.85%
I Ll osol sl 7 | o
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
56 70
6.60 6.80 7.00 7.20
5000 m/z 41.10 44 _67%
41
84 112
27 97
77
G R R R LS RS LA R RN AL BASS RRRRE B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6835: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,... A e e e
56 70 6.60 6.80 7.00 7.20
m/z 69.10 38.25%
5000 41
27 84
97 112
0 "'I"”I""I""I"'Fg"'l§?" t'??lm"'I'”hl""ll"'l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclic7.44 Concentration Rank 72

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

7.44 3.63 ug/L 31776 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 91
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 87
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 80
5 Heptane, 3-methylene- 112 C8H16 001632-16-2 72

Abundance Scan 1949 (7.440 min): VU028845.D (-1937) (-) m/z 70.10 100.00%
70
55
5000
41
778 95 111 7.20 7.40 7.60 7.80
N | SO R 1 L S e m/z 55.10 64.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6789: Cyclopentane, 1,2,4-trimethyl-
70
55
5000
7.20 7.40 7.60 7.80
m/z 69.10 22 .65%
o 23 22 \‘ .63 | 778 o9 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
70
55
7.20 7.40 7.60 7.80
5000 m/z 41.10 19.62%
41
27
o 15 34 63 778 % 1
mz> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6833: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,...
70 7.20 7.40 7.60 7.80
55 m/z 42.10 16.36%
5000
41
27 ‘
o 15 |j3allla7 ] 63 [ 778 o1 9 12
m/z--> 10 20 30 45 50 60 70 éo 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 14 (DEL) Alkane: Cyclic7.71 Concentration Rank 33

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

7.71 13.70 ug/L 144501 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,l1-dimethyl- 112 C8H16 000590-66-9 93
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 93
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 90
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 72
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 72

Abundance Scan 2033 (7.710 min): VU028845.D (-2018) (-) m/z 97.20 100.00%
g7
55
5000 a1 69
83
112 7.40 7.60 7.80 8.00
0 ...,....,....,....|;!'...,~.':!|.,...'!,| Tl T Tm/z 55.10 75.36%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6749: Cyclohexane, 1,1-dimethyl-
o7
55
5000 41 69
7.40 7.60 7.80 8.00
27 m/z 69.10 46.89%
LB | w e 78 | 12
miz--> R e e A A AR
Abundance
97
55
7.40 7.60 7.80 8.00
5000 4 69 m/z 56.10 41.36%
27
0 15 63, 77 % o 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6745: Cyclohexane, 1,1-dimethyl-
o7 7.40 7.60 7.80 8.00
55 m/z 41.10 39.28%
5000 69
41
o1 A ] s, 778 o1 112
m/z--> 10 20 30 40 50 60 70 8 90 100 11'0 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .M
Quant Title : VOC Analysis

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

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

Peak Number 15 (DEL) Alkane: Cyclic7.77 Concentration Rank 48

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

7.77 7.72 ug/L 81379 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclooctane 112 C8H16 000292-64-8 68
2 Cyclooctane 112 C8H16 000292-64-8 58
3 Cyclooctane 112 C8H16 000292-64-8 55
4 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 52
5 3-Heptene, 3-methyl- 112 C8H16 007300-03-0 49

Abundance Scan 2052 (7.771 min): VU028845.D (-2046) (-) m/z 55.10 100.00%
55
70
41
5000
112
Il | 77 91 97 7.40 7.60 7.80 8.00 8.20
o} 1 O N 1 el m/z 83.15  92.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6629: Cyclooctane
M 56
70
5000 '|""|""|“"|4¥q'|'
7.40 7.60 7.80 8.00 8.20
27 . m/z 70.10 71.55%
I N .1 1 . O S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
41
56
27 7.40 7.60 7.80 8.00 8.20
5000 70 o3 112 m/z 56.10 70.86%
o o 33 50, 63 77, 9a¥
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6632: Cyclooctane
a1 56 7.40 7.60 7.80 8.00 8.20
o m/z 41.10 54 _.28%
5000 83 112
29
b Ll sl ool 7] |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclic7.92 Concentration Rank 19

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

7.92 26.78 ug/L 282380 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 97
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 95
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 94
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 91
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 81

Abundance Scan 2098 (7.919 min): VU028845.D (-2086) (-) m/z 55.10 100.00%
55 97
5000 4 0
83 112
7.60 7.80 8.00 8.20
o...,....,....,....|;l|...,.'!.'.,??.'!,-...77,:|.'..??...|,....,.'...,. m/z 97.20 93.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6815: Cyclohexane, 1,2-dimethyl-, trans-
55 o7
5000 41
69 112 7.60 7.80 8.00 8.20
. ‘ m/z 41.10 49.07%
0 ...,.%?.,..J.h....,.k..,J..M,??Jl,..??,.h..,....,....,....,.
m/z--> 10 20 30 40 50 60 70 90 100 110 120
Abundance
55 97
41 7.60 7.80 8.00 8.20
5000 m/z 56.10 43.59%
o7 69 112
83
0 15 47 63 77 91
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans)
55 97 7.60 7.80 8.00 8.20
m/z 70.05 39.08%
41
5000
27 69 112
0 ...,.%?.,....,....,....,....,??..,..7?,....??...,....,....,.
m/z--> 10 20 30 40 50 60 70 90 100 110 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

VOC Analysis

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M

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 41

Peak Number 17 (DEL) Alkane: Cyclic8.04

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

8.04 10.81 ug/L 113998 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 97
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 95

Abundance Scan 2136 (8.041 min): VU028845.D (-2115) (-) m/z 97.20 100.00%
55 g7
5000
41 112
69
|| 778 o 7.80 8.00 820 8.40
) SN 1 NS NSNS 1| NN TR 9 I m/z 55.05 97.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans-
55 o7
5000 41
112 7.80 8.00 8.20 8.40
27 69 a3 m/z 112_.20 32.48%
s Ul el el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55 97
7.80 8.00 8.20 8.40
5000 41 m/z 41.10 32.11%
112
o7 69
0 15 49 63 77 83 91
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans-
55 9 7.80 8.00 8.20 8.40
m/z 56.10 27 .49%
5000
41 112
69
29
o Bl el 7% o) |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40

SOMULM122018WMA .M Fri Dec 21 18:22:50 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

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

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

Peak Number 18 (DEL) Alkane: Cyclic8.49 Concentration Rank 46

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

8.49 8.00 ug/L 84335 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 96
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 95
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 95
4 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 94
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 81

Abundance Scan 2276 (8.491 min): VU028845.D (-2259) (-) m/z 55.10 100.00%
55 97
5000 41 0 8
112
77 ‘ 8.20 8.40 8.60 8.80
o...,....,....,....hl'...,-.':!'.,??.'! Sl Tw/z 97.20  80.10%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6799: Cyclohexane, 1,2-dimethyl-, cis-
55
97
5000 41
0 8 112 8.20 840 860 8.80
27 m/z 83.10 47 .53%
1 MR M S | AT .. RN £ A1 1 S N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55
41 97 820 8.40 8.60 8.80
5000 20 83 m/z 41.10 45.82%
27 112
0 15 47 63 77 01
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6830: Cyclohexane, 1,2-dimethyl- (cis/trans)
55 97 8.20 8.40 8.60 8.80
m/z 70.10 40.73%
5000 41
70 83 112
27 ‘
obrrrpe L es ) e
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\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclic8.54 Concentration Rank 32

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

8.54 14.97 ug/L 157901 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 97
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
5 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 58

Abundance Scan 2291 (8.540 min): VU028845.D (-2283) (-) m/z 83.10 100.00%
a3
55
5000
41
67 112
| 7 o1 | 8.20 8.40 860 8.80
SRR 1 11 N1 SRS N T MMM M m/z 55.10 70.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6664: Cyclohexane, ethyl-
55 83
5000 41
112 8.20 8.40 860 8.80
7 m/z 82.10 46.61%
s \\
'W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 30 40 50 60 80 90 100 110 120
Abundance
83
55 8.20 8.40 8.60 8.80
5000 " m/z 41.10 32.77%
112
29 & 77 97
e S LA R A RS LS LR RS RS AL SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6668: Cyclohexane, ethyl-
83 8.20 8.40 860 8.80
- m/z 112_.20 20.27%
5000
41
. 112 /\}\/\
PSR RO M O 4 0 N L Y |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.0 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclic8.60 Concentration Rank 40

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

8.60 10.88 ug/L 114758 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 83
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 64
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 56
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 53

Abundance Scan 2310 (8.601 min): VU028845.D (-2302) (- m/z 111.20 100.00%
111
69
5000 55
41
‘ 83
8.20 8.40 8.60 8.80 9.00
o..,....,....,....',."...,.'..|'.,...':!....,.|:..,..?.7,....i.'...,.??‘.3,... m/z 69.10 74.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 4 5
8.20 8.40 8.60 8.80 9.00
27 83 m/z 55.10 40.34%
s ) % 126
G e R R AR RARRA AR AR RARLR ARASS RAARS LARAN EARS SAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69 111
8.20 8.40 8.60 8.80 9.00
5000 a1 55 m/z 41.10 28.93%
83
0 e 62 95 102 126
R SN UL SULILS LI I UL IR LI UL SR RS SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11641: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111 8.20 8.40 8.60 8.80 9.00
m/z 56.10 23.49%
5000 55
41 126
| - T N SN T N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclic8.84 Concentration Rank 70

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

8.84 3.85 ug/L 40574 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 91
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 87
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 83
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 83

Abundance Scan 2384 (8.839 min): VU028845.D (-2370) (-) m/z 69.10 100.00%
69 111
55
5000
4l 126
84 o 207 8.60 8.80 9.00 9.20
o R MMM . m/z 111.20 95.19%
m/z--> 20 40 60 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 60.66%
84
0---1‘-‘.-‘-‘--‘i”--‘-‘-‘.-“-“--.‘l--?‘7.--i-.----.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69 111
55
41 8.60 8.80 9.00 9.20
5000 . m/z 41.10 31.16%
126
15 84 g7
e R L I S L S S B S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11582: Cyclohexane, 1,2,4-trimethyl-
69 8.60 8.80 9.00 9.20
- i m/z 56.10 26.78%
5000 41
126
27 84
97
0...1.5,.U..‘QH..‘.‘.‘,.“.“..‘,“‘....‘,..l.,.‘...,....,....,....,....
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\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Pentalene, octahydro- Concentration Rank 28

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

9.19 15.59 ug/L 164358 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 91
2 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 91
3 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 72
4 4-Methyl-2-pentyne 82 C6H10 021020-27-9 72
5 1,4-Hexadiene 82 C6H10 000592-45-0 72

Abundance Scan 2493 (9.189 min): VU028845.D (-2480) (-) 67.10 100.00%
g7
82 (
5000
a5
I | L | 95 110 8.80 9.00 9.20 9.40 9.60
O R s e B N m/z 82.10 53.62%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5940: Pentalene, octahydro-
67
5000 82

8.80 9.00 9.20 9.40 9.60

41 m/z 41.10 15.07%
27 >4 % 110
0 |, 1 ‘ ‘ ‘ |
I B e B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
67
8.80 9.00 9.20 9.40 9.60
5000 82 m/z 39.05 13.26%
41
54
95 110
T o e e
m/z--> 10 200 30 40 50 60 70 80 90 100 110
Abundance #1202: C2H5CH=CHCH=CH2
67 8.80 9.00 9.20 9.40 9.60
m/z 68.10 12.28%
5000 39 82
27 54
ol 1o “‘ 48\\\ 61 ]|, 74 |
B i B R A B e
m/z--> 10 200 30 40 50 60 70 80 90 100 110 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\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclic9.24 Concentration Rank 75

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

9.24 3.08 ug/L 32467 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 59
2 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 53
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 53
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 53
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 50

Abundance Scan 2509 (9.240 min): VU028845.D (-2503) (-) m/z 69.10 100.00%
55 60 91
111
5000
41 83 126
I | l ‘ 98 | 9.00 9.20 9.40 9.60
o} NN S A R R /IS S S [ m/z 91.10 89.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11637: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
41 56 69
111
5000 7
83 126 9.00 9.20 9.40 9.60
o7 m/z 55.10 83.27%
| SO 1 =0 0, 0 5 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 69
41 9.00 9.20 9.40 9.60
5000 m/z 111.15 74.11%
27 83 126
15 98 111
e R RS AR AR RS LA AR RN ALARS AL SRS RSN RARAN Rl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11582: Cyclohexane, 1,2,4-trimethyl-
69 9.00 9.20 9.40 9.60
- n m/z 56.10 44.28%
5000 41
126
27 84
97
0“|}?w'“'w'“|“'w'“'w'“|“?a'“'w'”|“'w'“'w'“|“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Bicyclo[3.2.1]octane Concentration Rank 47

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

9.36 7.80 ug/L 82263 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 91
2 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 86
3 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 72
4 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 72
5 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 64

Abundance Scan 2546 (9.359 min): VU028845.D (-2533) (-) m/z 67.05 100.00%
67 82
5000 41 54 110
95
9.00 9.20 9.40 9.60
125
0--|----|----|---=|'='---i'=|-!'-|--'!|||---|-|| |.'.. ..|:'.-,....,'....,....,... m/z 82.10 93.34Y%
m/z--> 10 20 30 40 50 60 70 90 100 110 120 130
Abundance #5926: Bicyclo[3.2.1]octane
67 82
5000 4 54
27 110 9.00 9.20 9.40 9.60
o5 m/z 81.05 79.11%
0 \‘ Al \MH\ \\“ 7 H ‘
L I I IO SIS UL LA LS UL I WS R A R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
67 -
9.00 9.20 9.40 9.60
5000 5 110 m/z 41.10 41.92%
95
L R S R RS AR RARS RARA LA RRARS SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5925: Bicyclo[2.2.2]octane
67 9.00 9.20 9.40 9.60
81 m/z 54.10 37.84%
110
5000 54
“ 95
0"P'“I'”'P'”I”'W“m'PJ”“7ﬂUL'”I“MW'“'P'”I”'W'”
m/z--> 10 40 50 60 70 80 90 100 110 120 130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

VOC Analysis

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M

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 68

Peak Number 25 4-Ethylcyclohexene

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

9.57 4_.00 ug/L 42165 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Ethylcyclohexene 110 C8H14 003742-42-5 59
2 1-Chloro-4-methylcyclohexane 132 C7H13Cl 000931-68-0 59
3 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 59
4 Cyclopentane, l-methyl-2-methylene- 96 C7H12 041158-41-2 53
5 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 50

Abundance Scan 2611 (9.568 min): VU028845.D (-2601) (-) m/z 81.10 100.00%
g1
5000
7 95
a1 S 109 124 207 9.20 9.40 9.60 9.80
0 e m/z 95.10 31.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5919: 4-Ethylcyclohexene
81
54
5000
9.20 9.40 9.60 9.80
27 ‘ 95 110 m/z 96.10 25 _.52%
0 \ \ HH \‘\ ‘
”'I"'W"" L S S B B L B B
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
81
9.20 9.40 9.60 9.80
5000 m/z 67.10 24 _.98%
55
41 67 96
15 2/ 132
e L S S S WL I L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5936: Cyclohexene, 3-ethyl-
81 9.20 9.40 9.60 9.80
m/z 82.10 19.17%
5000
67
110
\ \ o
0...,Jh.t..m‘ | wk..h,”..,.”.,..”,....“...,”..
m/z--> 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclic9.72 Concentration Rank 52

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

9.72 7.29 ug/L 76824 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 87
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 81
3 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 81
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 81
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 74

Abundance Scan 2658 (9.720 min): VU028845.D (-2641) (-) m/z 97.20 100.00%
55 97
5000
41 69
| ‘ 81 11 12|6 9.40 9.60 9.80 10.00
Ol el il bl i e M/Z 55.10  84.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
5000 AR SRR
M 9.40 9.60 9.80 10.00
69 m/z 69.10 30.39%
?? L \w 8L 111 1%6
R R A R R AR R AR AR LR RAR L AR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97 )
9.40 9.60 9.80 10.00
5000 m/z 41.10 26.82%
41 69 126
1w 2 81 111
R R AR RARRA RS RAARN AARAR ARASS RAARS LARRS RSN RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane B RS B SR
55 97 9.40 9.60 9.80 10.00
m/z 126.20 16.04%
5000
69 126
o R
0'W'“'P'”I”'W'“'P'”I”'W'”'P'“I”'W'”'P'”I“'W'”
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Bicyclo[3.3.1]nonane Concentration Rank 26

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

9.95 17.13 ug/L 180590 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 64
2 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 49
3 Bicyclo[4.1.0]heptane 96 C7H12 000286-08-8 47
4 Pentalene, octahydro-1l-methyl- 124 C9H16 032273-77-1 45
5 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 38

Abundance Scan 2730 (9.951 min): VU028845.D (-2710) (-) m/z 67.05 100.00%
6l 81
5000
41 96
| o ‘ 124 9.60 9.80 10.00 10.20
109 : . . )
0 .,....,....|,....,.”'..??.'!I,.7.4.'.|:.|...,..|..,....,.%1.‘?,.!.??9..., m/z 81.10 81.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10638: Bicyclo[3.3.1]nonane
81
124
41 67
5000 54 96
9.60 9.80 10.00 10.20
m/z 82.10 74.75%
o i, 47‘ ‘ 61“L 75\‘ 89 ‘ 102 109115
m/z--> 20 30 40 50 60 70 80 95 160 110 120 130 |
Abundance
81
o7 9.60 9.80 10.00 10.20
5000 41 9% m/z 96.10 31.09%
55
124
Oy e OL L 78 80 o3Dus
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 A
Abundance #2868: Bicycl0[4.l.0]heptane L L B |/|\| T T T
67 a1 9.60 9.80 10.00 10.20
54 m/z 41.10 26.38%
5000
39
o S S | L S - ‘\/\ et
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclicl0.04 Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
10.04 7.32 ug/L 77231 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 76
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 58
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 58
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 53
Abundance Scan 2758 (10.041 min): VU028845.D (-2746) (-) m/z 83.10 100.00%
55 83
5000 41 67
126
| ”‘ | 9|7 109 9.80 10.00 10.20 10.40
o} I TN TR O | R A PR B m/z 55.10 86.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10662: Cyclohexane, 2-propenyl-
55
83
5000 41 U LN U SN B
67 9.80 10.00 10.20 10.40
. ‘ m/z 82.10 69.15%
S R N O 4 S+ T o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 83
9.80 10.00 10.20 10.40
5000 41 m/z 41.10 46.11%
27 67 126
97
G A AR R AR RARAS RAARS RRRS RARRS RSN RARAS RARRS LAREN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11537: Cyclohexane, propyl- LIS LR SULBURLE UL B
55 83 9.80 10.00 10.20 10.40
m/z 67.10 39.54%
5000 41
27 67 126
bk B Lyl li7a 97 108 19 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 29 4-0Octyne, 2-methyl- Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
10.38 5.32 ug/L 53854 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octyne, 2-methyl- 124 C9H16 010306-94-2 52
2 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 50
3 Cyclopentene,1-(2-methylpropyl)- 124 C9H16 053098-47-8 50
4 2-Ethylidenecyclohexanone 124 C8H120 001122-24-3 50
5 4-Methyl-2-pentyne 82 C6H10 021020-27-9 49
Abundance Scan 2863 (10.379 min): VU028845.D (-2851) (-) m/z 67.05 100.00%
67
82
5000
41 55
|| | “ 109 994 10.00 10.20 10.40 10.60
0..,....,....,....;:...,-.'!..,..'! ,:' et m/z 82.10  68.59%
m/z--> 10 20 30 40 50 60 70 9 100 110 120 130
Abundance #10629: 4-Octyne, 2 methyl-
67
43
81
5000 124
10.00 10.20 10.40 10.60
95 m/z 81.05 58.69%
I |
0“|“'w'“'w'“ih'ww”'w”wu“ﬂhl“'w'“l“'w'“'w”“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
67
10.00 10.20 10.40 10.60
5000 41 82 m/z 95.10 31.79%
28 55 N
109
o 48 75 124
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10711: Cyclopentene,1-(2-methylpropyl)-
67 10.00 10.20 10.40 10.60
m/z 96.15 22.76%
5000 81
27 53 109
o 15 |, \M L1160 ], 74\“ 88 % 102 |
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 120 1§o 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 unknown-01 Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
10.49 5.46 ug/L 55357 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 46
2 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 46
3 3-Methoxy-2(1H)-pyridone 125 C6H7NO2 020928-63-6 30
4 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 30
5 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 30
Abundance Scan 2898 (10.491 min): VU028845.D (-2891) (-) m/z 69.10 100.00%
69
55
41
125
5000 82 9
| |‘ || h i ‘ | ‘ 140 10,20 10.40 10.60 10.80
Ol rerrrrrprrr el Ty el L Tm/z 67.10 85.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10695: 1H-Indene, octahydro-, trans-
67
96
5000 82
41 124 10.20 10.40 10.60 10.80
21 55 m/z 55.10 73.57%
0 ”I'"W""P"'P"'P"'P"'P?§'P"W"'W"}29"W"'W"'W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41 o &9
10,20 10.40 10.60 10.80
5000 m/z 70.10 65.82%
29 125
83
97 111 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10793: 3-Methoxy-2(1H)-pyridone
125 10.20 10.40 10.60 10.80
9% m/z 41.10 60.79%
5000
55 82
28 44
67
Obrrrrar ettt ol Bl T R A VA=A VT
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.58 69.93 ug/L 708325 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 64
Abundance Scan 2926 (10.581 min): VU028845.D (-2915) (-) m/z 91.10 100.00%
o
5000
65 v 0120 1040 1060 1050
N T e m | RN
R I L L R R R LA L= m/z 120.20 21.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
91
5000 NN SRR
10.20 10.40 10.60 10.80
120 m/z 92.10 10.42%
0 15 3\9 ) 6\5 . ‘ 195
miz-> 20 40 80 80 100 120 140 160 10 200 220 240 260 250
Abundance
91
10.20 10,40 10,60 10.80
5000 m/z 65.10 10.00%
120
39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70357: N-Benzyl-2-phenethylamine
il 10.20 10.40 10.60 10.80
m/z 78.10 6.43%
120
5000
65
o 39 105 ) 134 165 209
m/z--> 20 Jo 60 éo 160 120 140 160 180 200 220 240 260 280 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 cis-2,4-Dimethylthiane Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
10.74 4.97 ug/L 50317 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2,4-Dimethylthiane 130 C7H14S 061568-43-2 95
2 trans-2,4-Dimethylthiane 130 C7H14S 061568-42-1 94
3 Cis-2,5-dimethylthiane 130 C7H14S 1000215-06-6 81
4 Cis-2,3-dimethylthiane 130 C7H14S 1000215-06-5 58
5 Benzene, 1l-butynyl- 130 C10H10 000622-76-4 46
Abundance Scan 2975 (10.739 min): VU028845.D (-2968) (-) m/z 115.05 100.00%
115
130
5000 55 101
75 81
| ‘ A7 “| ‘ i 140 10.40 10.60 10.80 11.00
ol ..,.'..'.,. L ..I L ' ...,!...,.'.!'.,....,....,...., m/z 130.10 57.16%
m/iz--> 30 40 80 100 110 120 130 140
Abundance #13586. cis- 2,4 D|methylth|ane
115
55 81 130
5000 101
10.40 10.60 10.80 11.00
T ‘ . m/z 101.10 48.02%
Ow'“l“'wJ”lw' ‘L.WU”M“.M,m...JH..”ﬁ.”,”.w
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
115
55 o 130 10.40 10.60 10,80 11.00
5000 m/z 55.10 39.76%
69 101
61 75
87
R R S S I R I I M SRS AN RN
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13585: Cis-2,5-dimethylthiane Ll BaRaaE RS
41 115 10.40 10.60 10.80 11.00
55 m/z 59.00 33.50%
130
5000 101
Tl 69 /
0|... ’4 \H‘ MH ..|............l....l....l....l
miz--> 30 100 110 120 130 140 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Pentalene, octahydro-2-methyl- Concentration Rank 74

R.T. EstConc Area Relative to ISTD R.T.
10.99 3.21 ug/L 32547 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 90
2 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 81
3 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 74
4 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 52
5 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 52

Abundance Scan 3053 (10.990 min): VU028845.D (-3040) (-) m/z 81.05 100.00%
81
67
96
41
5000 %5 \\\ijd\fvm

24 115 130 S AT A A
| ”‘ “|‘% | 10.60 10.80 11.00 11.20 11.40
0 m AN NTTS '.||.:..'.:,'.'..'.,'....,'....,.!!.,...., m/z 67.10 64.14%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

0!

mmmTwwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #10701: Pentalene, octahydro-2-methyl-
81
67
5000 4l 96
10.60 10.80 11.00 11.20 11.40
55 124 m/z 96.10 58.65%
0..,....,....,...:ﬁl‘..‘lﬁ‘:‘.‘w.,..‘ll‘,.7.4.‘.‘ﬁ.‘..E.;?..‘.‘.,....‘ 116,‘,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
67 81 96
10.60 10.80 11.00 11.20 11.40
5000 m/z 69.10 57.58%
41 55 124
27
15 74 89 109

Abundance #10638: Bicyclo[3.3.1]nonane T T
81 10.60 10.80 11.00 11.20 11.40
124 m/z 82.20 54 _37%
67
41
5000 54 96
o 1l ‘\L 74, 89 | 109116 |
B B e B AR R o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 cis-2-Ethyl-3-methylthiophane Concentration Rank 66

R.T. EstConc Area Relative to ISTD R.T.
11.07 4.24 ug/L 42999 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2-Ethyl-3-methylthiophane 130 C7H14S 061568-37-4 83
2 trans-2-Ethyl-3-methylthiophane 130 C7H14S 061568-36-3 68
3 Thiophene, tetrahydro-2,5-dimeth... 116 C6H12S 005161-13-7 50
4 2-Amino-2-thiazoline-4-carboxyli... 146 C4H6N202S 002150-55-2 49
5 2-methyl-2-(2-methyl-3-thienylth... 230 C10H14S3 1000365-97-2 45

Abundance Scan 3078 (11.070 min): VU028845.D (-3068) (-) m/z 101.10 100.00%
101
5000
a1 59 130
718l e 207 10.80 11.00 11.20 11.40
(o} m/z 59.05 28.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13597: cis-2-Ethyl-3-methylthiophane
101
5000
a1 10.80 11.00 11.20 11.40
59 130 m/z 130.05 27.37%
‘ 73
o4 T |‘i‘ﬁ‘”|‘|“ﬁ“i‘:‘:“:“: |‘8|‘5‘i — I‘\I |]|-1|5| A Mo s S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
101
10.80 11.00 11.20 11.40
5000 m/z 67.10 21.93%
41 g 130
73 g5 115
S L S L SO UL UL L WL UL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8250: Thiophene, tetrahydro-2,5-dimethyl-, cis-
101 10.80 11.00 11.20 11.40
m/z 55.10 20.25%
5000 59 116
27 41 74
0 \‘\\ L M\‘\ \‘\\H ‘ \‘ ‘87 I L
UL PRI SUELELELIN SLELELILE AL AL SN WAL SARLIL U AU SR BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, (2-methylpropyl)- Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
11.29 5.85 ug/L 59300 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 86
2 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 86
3 Benzene, butyl- 134 C10H14 000104-51-8 80
4 Benzene, butyl- 134 C10H14 000104-51-8 80
5 Benzene, butyl- 134 C10H14 000104-51-8 72
Abundance Scan 3146 (11.289 min): VU028845.D (-3131) (-) m/z 91.10 100.00%
o
5000
134
43 65 11.00 11.20 11.40 11.60
77 117
) ST N0 < '.,19?..-,...|~.,....,....,....,2]0.7.. m/z 92.10 52.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14849: Benzene, (2-methylpropyl)-
91
5000 T |""|""|""|'¢'ﬂ
134 11.00 11.20 11.40 11.60
43 m/z 134.10 23.66%
65
oL | sa T a03us
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91
11,00 11.20 11.40 1160
5000 m/z 65.10 12 .35%
65 134
15 27 39 51 77 103115
mz-> 20 40 60 80 100 120 140 160 180 200 M 1
Abundance #14828: Benzene, butyl- PP R e
g1 11.00 11.20 11.40 11.60
m/z 43.10 10.23%
5000
134
oL 7B T | M \
mz-> 20 40 60 80 100 120 140 160 180 200 111,00 11.20 11.40 1160
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

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

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

Peak Number 36 Benzene, 1l-methyl-4-propyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.32 19.47 ug/L 197176 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 87
2 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 74
3 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 72
4 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 72
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 72
Abundance Scan 3156 (11.321 min):vu028845.|3(-3150) ) m/z 105.10 100.00%
105
5000
77 134 1100 11.20 11.40 1160
39 51 : : . .
I N V. S VIR Sk v I N By 2= 7 B T TV '
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000 SRR AR BARAE RARES
11.00 11.20 11.40 11.60
134 m/z 77.10 11.40%
5 27 % soes 1O us
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
1100 11.20 11.40 1160
5000 m/z 106.10 9.01%
77
134
oL, 15 27 39 oL 63 o 115
WWTWWTWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14855: Benzene, 1-methyl-2-propyl- R Ay
105 11.00 11.20 11.40 11.60
m/z 79.05 8.71%
5000
134
15 27 39 5L e 1 St 119 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 p-Cymene Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
11.69 7.63 ug/L 77310 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cymene 134 C10H14 000099-87-6 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
3 o-Cymene 134 C10H14 000527-84-4 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 3271 (11.691 min): VU028845.D (-3260) (-) m/z 119.10 100.00%
119
5000
91 134
39 51 65 77 | 103 || 144 11.40 11.60 11.80 12.00
Obrrprrrrprerrprrererre e i e et teeeiepeen || M/z 134.10 0 28.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14808: p-Cymene
119
5000
91 11.40 11.60 11.80 12.00
27 134 m/z 91.10 25.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
11.40 11.60 11.80 12.00
5000 o m/z 117.10 16.87%
134
|1 39 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14812: O—Cymene TTT |/|\| TTT T |/\| L
119 11.40 11.60 11.80 12.00
m/z 115.10 14 _38%
5000
134
91
s 27 4 s 65 T | s ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.76 73.79 ug/L 747510 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 90
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 87
3 Indane 118 C9H10 000496-11-7 81
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 72
Abundance Scan 3293 (11.761 min): VU028845.D (-3281) (-) m/z 117.10 100.00%
117
5000
R
134 144 11.40 11.60 11.80 12.00
o} m/z 118.10 54.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8951: Indane
117
5000 LN BN SUGLE
11.40 11.60 11.80 12.00
o1 m/z 115.05 33.67%
0 15 27 39 5\\1 | 6?\ 77 \‘ 193 ‘ 1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
11.40 11.60 11.80 12.00
5000 o1 m/z 91.10 15.17%
39 51 65 28 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8949: Indane
117 11.40 11.60 11.80 12.00
m/z 119.10 8.48%
5000
39 58 91
27
o A M LAY N | R B DU | O\ S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, 1,2-diethyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
11.98 11.23 ug/L 113802 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 97
2 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94
3 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 93
4 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 90
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 90
Abundance Scan 3361 (11.980 min): VU028845.D (-3352) (-) m/z 105.10 100.00%
105 119
5000 134
91
77
39 51 65 | 84 || 11.60 11.80 12.00 12.20
Obrrprrrr el et 84l LW Tn/Zz 119,10 85.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105 119
5000 134
o1 11.60 11.80 12.00 12.20
77 m/z 134.15 47 .97%
39 51
o ..,.%.5.,..?‘?,....‘,‘....i‘.‘..sﬁ.‘??.,...‘l‘,....‘,a‘.%S.‘H.,..‘a‘al..l??,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 9
11.60 11.80 12.00 12.20
5000 g1 134 m/z 91.10 32.59%
77

27 39 51 65
15 98 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
105 119 11.60 11.80 12.00 12.20
m/z 117.05 22.82%
5000 134
91
i
41 51 65
Ohrrprrreprep e S e e S M Al 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.25 63.97 ug/L 647998 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
2 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 3445 (12.250 min): VU028845.D (-3421) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 77 9|1 105 144 12.00 12.20 12.40 12.60
Ot redi et il e m/z 134.200  29.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
5000
134 12.00 12.20 12.40 12.60
m/z 91.10 15.58%
s 27 3 s es 7 105
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 120.10 10.18%
134
21 39 51 e 77 9 05
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119 12.00 12.20 12.40 12.60
m/z 105.10 9.36%
5000
134
27 ﬁg 51 65 77 9 105 |
o) — \”” ‘.‘... .‘.‘.. SN PP — .‘ﬁ‘.. S Y M I Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 1-Phenyl-1-butene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.28 29.93 ug/L 303208 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 90
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 87
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 87

Abundance Scan 3454 (12.279 min): VU028845.D (-3451) (-) m/z 117.10 100.00%

117

5000 132

=

| 144 12.00 12.20 12.40 12.60
plb 2 "m/z 132.10 45.91%
130 140 150

91
39 51 63 78 A 104 |

Ot e e e et

|

T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14034: 1-Phenyl-1-butene

117

—

12.IOO 12.I20 12.I4O 12!60
m/z 115.10  33.18%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

117
132 12.00 12.20 12.40 12.60
5000 m/z 131.10 16.14%
ol 105
27 39 51 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117

e

13 12.00 12.20 12.40 12.60
m/z 91.10 11.26%

5000

-

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, l-ethenyl-3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.35 101.47 ug/L 1027890 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 87
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 83
Abundance Scan 3476 (12.350 min): VU028845.D (-3467) (-) m/z 117.10 100.00%
117
5000
132
91 NN SN S
39 51 65 77 12.00 12.20 12.40 12.60
o 102 M 244 27 n/z 115.10  33.20%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132

12.00 12.20 12.40 12.60
91 ‘ m/z 132.10 28.06%

39 o1 63 77
15 27 %7 ) Ll ‘ 19? L

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

117

1200 12.20 12.40 12.60
5000 m/z 91.05 14 .71%

132
91
27 39 51 65 77 103
O N N e e o L o B N LN i i e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117

12.00 12.20 12.40 12.60
m/z 118.10 10.06%

5000 132
91
39 51 65 77 ‘ 103
0 l | l Il | o ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 12. OO 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 69

R.T. EstConc Area Relative to ISTD R.T.
12.43 3.86 ug/L 39088 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 93
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 90

Abundance Scan 3501 (12.430 min): VU028845.D (-3496) (-) m/z 131.10 100.00%
31
5000 146
1 115
39 51 64 77 104 207 12.20 12.40 12.60 12.80
0 L o I m/z 146.10 37.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000 LB SULIULN ISR BN UL
146 12.20 12.40 12.60 12.80
29 o1 115 m/z 115.10 17 .25%
27 51
A Y| Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
12.20 12.40 12.60 12.80
5000 146 m/z 91.10 14 .45%
o 27 39 51 65 77 9 105115
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 12.20 12.40 12.60 12.80
m/z 129.10 10.12%
146
5000
9% 115
5\1 6\5 7\7 ‘ 1(\)5 h\ 1L il
r-t—trr—y—tr—Ttr-——r—rrr—
m/z--> 20 40 60 8 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
12.54 9.76 ug/L 98828 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 94
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 94
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 83
Abundance Scan 3535 (12.539 min): VU028845.D (-3521) (-) m/z 131.10 100.00%
131
5000
meswjl 1 146 12.20 12.40 12.60 12.80
39 103 : : . .
0....,....-,..'..,-!'...',..'..,-.'..|!-,.-!|-||.,.|:..,....,....,2.0.7.. m/z 91.10 20.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000

12.20 12.40 12.60 12.80
m/z 146.20  15.49%

91 146
o7 95w Tl |
O L B I o o TN B i o o B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
12.20 12.40 12.60 12.80
5000 m/z 115.10 14.89%
91
115 146
27 39 51 65 77 103
O T T e T T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 12.20 12.40 12.60 12.80
m/z 133.15 13.45%
146
5000
% 115
51 65 77 | 104 " |
0....,....,..‘.‘.,‘:‘...“,..‘:.,‘:‘...‘,.‘l‘.. s
m/z--> 20 40 60 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\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.65 44_.60 ug/L 451771 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
Abundance Scan 3569 (12.649 min): VU028845.D (-3551) (-) m/z 119.05 100.00%
119
5000 134 l
91
39 51 65 77 103 158 207 12.40 12.60 12.80 13.00
o} A A POV PN i N NS . SS_— ] A m/z 134.20 49.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
134
5000
12.40 12.60 12.80 13.00
9 m/z 91.05 16.24%
1
15 27 4151 65 77 | 105 | |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
134 12.40 12.60 12.80 13.00
5000 m/z 120.10 10.09%
271 39 51 g5 77 N e
(O T T e e e B A T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 133.20 9.06%
134
5000
91
15 27 39 81 65 77 7105 |
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, (1-methyl-1-butenyl)- Concentration Rank 53

R.T. EstConc Area Relative to ISTD R.T.
12.78 6.92 ug/L 70106 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 89
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 89
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 86
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 64
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64

Abundance Scan 3610 (12.781 min): VU028845.D (-3599) (-) m/z 119.10 100.00%
119
131
5000
9 148 A A
77 105 LIRS RS SN SRR B
41 51 65 | il 140 | 12.40 12.60 12.80 13.00
Obrr et sl e et MLl 29000 T 727131.10 0 69.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131
91
5000
146 12.40 12.60 12.80 13.00
39 51 77 115 m/z 91.05 36.12%
27 | 63 103 “
c.w}?,”ﬂ,””h””;L”,Mh,uwnnnqh”,Mm,nﬁ,nﬂhhn,nh,””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
91
12.40 12.60 12.80 13.00
5000 146 m/z 148.20 29.67%
27 ¥ 5 65
15 77 103 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131 12.40 12.60 12.80 13.00
m/z 105.10 18.34%
5000
146
27 39 51 64 77 N g5 M
o) A I “.‘... T[RRI Ny | FR—! 11| — | FE—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 3,4-Dimethylcumene Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
12.88 7.51 ug/L 76096 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,4-Dimethylcumene 148 C11H16 1000370-34-1 94
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 94
3 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 94
4 Benzene, l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 91
5 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 90
Abundance Scan 3641 (12.880 min): VU028845.D (-3622) (-) m/z 133.20 100.00%
133
5000
148
39 51 65 77 9|1 1‘|’5 115, . 12.60 12.80 13.00 13.20
o R OGN N PUUUNON VAR VR -0 N N m/z 148.20 23.10%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22764: 3,4-Dimethylcumene
133
5000
148 12.60 12.80 13.00 13.20
o1 105 m/z 91.10 13.35%
oL .15 27 {8 e 7 4
mz-> 0 10 2 % 40 5 60 70 80 90 100 110 120 130 140 150
Abundance
133
12.60 12.80 13.00 13.20
5000 m/z 105.10 13.35%

148
15 27 39 51 g5 77 91 105 197

2
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133 12.60 12.80 13.00 13.20
m/z 134.10 11.32%
5000
148
, 15 %7 ﬁ? 51 65 77 %1 105 117
| NSNS AN | S NS FSMSR WA WA VIS | NSNS M- CHEMEERELYA NSRS SSE 1 G-
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, 1l-methyl-2-(1-meth... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.92 12.02 ug/L 121753 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 95
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
5 Benzene, l-methyl-4-(1-methyl-2-_._. 146 C11H14 097664-18-1 93
Abundance Scan 3653 (12.919 min): VU028845.D (-3646) (-) m/z 131.10 100.00%
131
5000
146
v e 12.60 12.80 13.00 13.20
39 51 65 77 . . . :
ol 108 207 m/z 146.15  31.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21679: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
131
5000 91
12.60 12.80 13.00 13.20
115 146 m/z 91.10 21.65%
273951 & 77 | 103 | ‘
o) M—— .‘... ‘..“.‘. \””h S [ N .‘l‘.. N —
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
146 12.60 12.80 13.00 13.20
5000 m/z 115.05 16.50%
9% 115
51 65 77 104
e Y L L S L S SN BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131 12.60 12.80 13.00 13.20
m/z 129.10 13.59%
91
5000 146
39
21 51 g5 77 115
103
[o) .:L?l .‘l“. .“i“. .“l‘. IHM ; "‘I : .‘l : I\\l\l IH\I I\H\l : |W' R s
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20

SOMULM122018WMA .M Fri Dec 21 18:23:22 2018 Page: 51



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .M
Quant Title : VOC Analysis

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

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

Peak Number 49 Benzene, 2-butenyl- Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.

12.96 6.82 ug/L 69088 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 91
3 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 90
4 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
5 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 86

Abundance Scan 3666 (12.961 min): VU028845.D (-3661) (-) m/z 117.10 100.00%

117
5000 132

39 51 65 77 N 102 | | 12.60 12.80 13.00 13.20
b e e ettt et - m/z 132,10 38.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14048: Benzene, 2-butenyl-

5000

12.60 12.80 13.00 13.20
m/z 115.10 22.77%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

117
12.60 12.80 13.00 13.20
5000 m/z 131.10 13.50%
132
91
27 39 b5lgg65 77 103 125

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14064: Benzene, (2-methyl-2-propenyl)-
1

12.60 12.80 13.00 13.20
m/z 116.10 10.93%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.12 288.97 ug/L 2927210 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 87
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 87
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 87
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 87
Abundance Scan 3716 (13.121 min): VU028845.D (-3700) (-) m/z 119.05 100.00%
119
5000 134
91 /\"I""I""I""I""I
39 51 65 77 | 103 || 12.80 13.00 13.20 13.40
O e b e 207 PnyZ7 134 .20 43.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134 /\"I""I""I""I""I

12.80 13.00 13.20 13.40
m/z 117.10 26.83%

91
15 27 %) 51 65 77 | 103 )
T e e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.80 13.00 13.20 13.40
5000 134 m/z 91.05 18.39%
27 39 51 65 77 O g
R e e SR = ma s ST
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119 12.80 13.00 13.20 13.40
m/z 115.05 13.10%
134
5000
27 39 51 65 77 Y os
S Rl P v —
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\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, (3-methyl-2-butenyl)- Concentration Rank 73

R.T. EstConc Area Relative to ISTD R.T.
13.20 3.41 ug/L 34555 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 83
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 83
3 Bicyclo[4.2.0]octa-1,3,5-triene, ... 146 Cl11H14 027087-54-3 80
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 80
5 Benzene, l-methyl-4-(1-methyl-2-_._. 146 C11H14 097664-18-1 72

Abundance Scan 3740 (13.198 min): VU028845.D (-3734) (-) m/z 131.10 100.00%
131
5000
o1 146
40 51 65 77 105115 12.80 13.00 13.20 13.40 13.60
o e | Tm/z 133.15  30.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
131
91 146
5000
12.80 13.00 13.20 13.40 13.60
m/z 146.10 27 .78%
27 41 51 65 77 103 116
0 |.‘.‘. "|“' .“.“.‘l‘ﬁ“l‘. 'MI . .‘l : ,‘l‘..w,.‘l“l — IHI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
146
12.80 13.00 13.20 13.40 13.60
5000 91 m/z 91.10 21.80%
39 51 g5 17 1051%°
L L S S L UL B B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21684: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-
131 12.80 13.00 13.20 13.40 13.60
m/z 115.10 9.76%
5000 oL
146
0 ||‘||||‘||‘i‘||‘l‘||‘i“|||‘l||“l‘||‘|‘||‘lH|||“||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
13.23 4.42 ug/L 44771 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 91
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 78
3 2-Propenal, 3-(2-pyridinylamino)- 148 C8H8N20 068970-82-1 72
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 64
Abundance Scan 3750 (13.231 min): VU028845.D (-3745) (-) m/z 119.10 100.00%
119
5000
a1 e ' 13.00 13.20 13.40 13.60
77 105 : - - -
o..,....,....,...3.,9....?.1...,.‘??.,...':~,....,'....,.-:-..,..-.u!....l,??..,....|-,.... m/z 148.15 18.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119

5000
13.00 13.20 13.40 13.60

m/z 120.05 11.04%

04

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

119
91 NS R R
13.00 13.20 13.40 13.60
5000 m/z 91.10 8.93%
5 27 41 51 65 77 103 133 148

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23173: 2-Propenal, 3-(2-pyridinylamino)-
1

13.00 13.20 13.40 13.60
m/z 77.05 4.89%

5000

I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.29 48.23 ug/L 488508 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 87
5 Indan, epoxide 132 C9H80 000768-22-9 52
Abundance Scan 3768 (13.289 min): VU028845.D (-3757) (-) m/z 104.10 100.00%
104
5000 91 132
s 51 65 78 1 - 13.00 13.20 13.40 13.60
0 m/z 132.10 47 .41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 91 132
13.00 13.20 13.40 13.60
m/z 91.10 44 _66%
,7 39 51 65 78 117
O”W“”PNW””L”J“”PMW“HP”“h”Nt'““P“M“”P”W“”P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
104
130 13.00 13.20 13.40 13.60
5000 o1 m/z 115.10 16.33%
39 51
15 27 65 78 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14084: Naphthalene, 1,2,3,4-tetrahydro-
13.00 13.20 13.40 13.60
m/z 117.10 15.21%
5000
15 27 39 51 65
m/z--> ‘ 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028845.D

Acq On : 20 Dec 2018 23:31

Operator : MD/SY

Sample : J6513-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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... 1.75 15.8 ug/L 138668 1 5.88 438018 50.0
Isopropyl Alcohol 2.45 5.8 ug/L 50503 1 5.88 438018 50.0
(DEL) Alkane: Str... 2.70 2.8 ug/L 24823 1 5.88 438018 50.0
(DEL) Alkane: Str... 2.99 19.2 ug/L 168055 1 5.88 438018 50.0
(DEL) Alkane: Str... 5.08 6.1 ug/L 53150 1 5.88 438018 50.0
(DEL) Alkane: Cyc... 5.26 29.6 ug/L 259723 1 5.88 438018 50.0
(DEL) Alkane: Cyc... 5.48 43.7 ug/L 383103 1 5.88 438018 50.0
(DEL) Alkane: Cyc... 5.55 40.2 ug/L 351813 1 5.88 438018 50.0
(DEL) Alkane: Cyc... 5.62 70.0 ug/L 613632 1 5.88 438018 50.0
(DEL) Alkane: Cyc... 6.74 12.5 ug/L 109420 1 5.88 438018 50.0
(DEL) Alkane: Cyc... 6.90 13.0 ug/L 113978 1 5.88 438018 50.0
(DEL) Alkane: Cyc... 7.44 3.6 ug/L 31776 1 5.88 438018 50.0
(DEL) Alkane: Cyc... 7.71 13.7 ug/L 144501 2 9.09 527218 50.0
(DEL) Alkane: Cyc... 7.77 7.7 ug/L 81379 2 9.09 527218 50.0
(DEL) Alkane: Cyc... 7.92 26.8 ug/L 282380 2 9.09 527218 50.0
(DEL) Alkane: Cyc... 8.04 10.8 ug/L 113998 2 9.09 527218 50.0
(DEL) Alkane: Cyc... 8.49 8.0 ug/L 84335 2 9.09 527218 50.0
(DEL) Alkane: Cyc... 8.54 15.0 ug/L 157901 2 9.09 527218 50.0
(DEL) Alkane: Cyc... 8.60 10.9 ug/L 114758 2 9.09 527218 50.0
(DEL) Alkane: Cyc... 8.84 3.9 ug/L 40574 2 9.09 527218 50.0
Pentalene, octahy... 9.19 15.6 ug/L 164358 2 9.09 527218 50.0
(DEL) Alkane: Cyc... 9.24 3.1 ug/L 32467 2 9.09 527218 50.0
Bicyclo[3.2.1]octane 9.36 7.8 ug/L 82263 2 9.09 527218 50.0
4-Ethylcyclohexene 9.57 4.0 ug/L 42165 2 9.09 527218 50.0
(DEL) Alkane: Cyc... 9.72 7.3 ug/L 76824 2 9.09 527218 50.0
Bicyclo[3.3.1]nonane 9.95 17.1 ug/L 180590 2 9.09 527218 50.0
(DEL) Alkane: Cyc... 10.04 7.3 ug/L 77231 2 9.09 527218 50.0
4-Octyne, 2-methyl- 10.38 5.3 ug/L 53854 3 11.48 506485 50.0
unknown-01 10.49 5.5 ug/L 55357 3 11.48 506485 50.0
Benzene, propyl- 10.58 69.9 ug/L 708325 3 11.48 506485 50.0
cis-2,4-Dimethylt... 10.74 5.0 ug/L 50317 3 11.48 506485 50.0
Pentalene, octahy... 10.99 3.2 ug/L 32547 3 11.48 506485 50.0
cis-2-Ethyl-3-met... 11.07 4.2 ug/L 42999 3 11.48 506485 50.0
Benzene, (2-methy... 11.29 5.8 ug/L 59300 3 11.48 506485 50.0
Benzene, l-methyl... 11.32 19.5 ug/L 197176 3 11.48 506485 50.0
p-Cymene 11.69 7.6 ug/L 77310 3 11.48 506485 50.0
Indane 11.76 73.8 ug/L 747510 3 11.48 506485 50.0
Benzene, 1,2-diet... 11.98 11.2 ug/L 113802 3 11.48 506485 50.0
Benzene, l-ethyl-_.. 12.25 64.0 ug/L 647998 3 11.48 506485 50.0
1-Phenyl-1-butene 12.28 29.9 ug/L 303208 3 11.48 506485 50.0
Benzene, l-etheny... 12.35 101.5 ug/L 1027890 3 11.48 506485 50.0
1H-Indene, 2,3-di... 12.43 3.9 ug/L 39088 3 11.48 506485 50.0
1H-Indene, 2,3-di... 12.54 9.8 ug/L 98828 3 11.48 506485 50.0
Benzene, 1,2,3,4-... 12.65 44 .6 ug/L 451771 3 11.48 506485 50.0
Benzene, (1-methy... 12.78 6.9 ug/L 70106 3 11.48 506485 50.0
3,4-Dimethylcumene 12.88 7.5 ug/L 76096 3 11.48 506485 50.0
Benzene, l-methyl... 12.92 12.0 ug/L 121753 3 11.48 506485 50.0
Benzene, 2-butenyl- 12.96 6.8 ug/L 69088 3 11.48 506485 50.0
Benzene, 1,2,4,5-_... 13.12 289.0 ug/L 2927210 3 11.48 506485 50.0
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Benzene, (3-methy... 13.20 3.4 ug/L 34555 3 11.48 506485 50.0
Benzene, l-methyl... 13.23 4.4 ug/L 44771 3 11.48 506485 50.0
Naphthalene, 1,2,... 13.29 48.2 ug/L 488508 3 11.48 506485 50.0
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