LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR102418WMA _M
Title = TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.334 37 50 57 rBV3 26209 72357 13.67% 1.087%
2 1.398 66 70 78 rvVB 20579 21239 4_.01% 0.319%
3 1.685 154 159 184 rVB2 22147 38473 7.27% 0.578%
4 2.276 334 343 349 rBvY 33973 53670 10.14% 0.807%
5 2.707 466 477 492 rBV 29905 59190 11.18% 0.889%
6 3.848 816 832 852 rBV3 10175 28092 5.31% 0.422%
7 3.990 857 876 901 rBvV2 26198 72695 13.73% 1.092%
8 4.199 926 941 968 rBv4 36151 121934 23.03% 1.832%
9 4.652 1066 1082 1094 rBV2 25975 59853 11.31% 0.899%
10 4.733 1094 1107 1129 rVB3 23680 64508 12.18% 0.969%

11 5.080 1197 1215 1236 rBV2 65151 158236 29.89% 2.378%
12 5.340 1275 1296 1316 rBV2 53384 147009 27.77% 2.209%

13 5.488 1328 1342 1356 rBV3 8007 19185 3.62% 0.288%
14 5.890 1453 1467 1489 rBvV 48938 95064 17.96% 1.429%
15 6.334 1593 1605 1615 rBV 37836 72924 13.77% 1.096%
16 6.392 1615 1623 1636 rVB5 16693 34334 6.49% 0.516%
17 6.533 1658 1667 1676 rvv4 5031 9564 1.81% 0.144%
18 6.739 1714 1731 1747 rVB4 27760 58800 11.11% 0.884%
19 6.926 1778 1789 1800 rBV2 3966 7327 1.38% 0.110%
20 7.051 1816 1828 1842 rVB5 6830 15263 2.88% 0.229%
21 7.231 1871 1884 1896 rBV2 19353 35391 6.68% 0.532%
22 7.302 1898 1906 1916 rVB3 4103 7065 1.33% 0.106%
23 7.430 1935 1946 1961 rBV6 5538 13086 2.47% 0.197%
24 7.565 1967 1988 2001 rBV 69331 123064 23.24% 1.849%
25 7.626 2001 2007 2020 rVB3 4671 7822 1.48% 0.118%
26 7.710 2020 2033 2045 rBvV2 13649 24570 4.64% 0.369%
27 7.855 2066 2078 2087 rBv4 13397 22788 4 _30% 0.342%
28 7.919 2087 2098 2111 rVB3 33804 61332 11.58% 0.922%
29 8.106 2147 2156 2169 rBVS8 6443 13268 2.51% 0.199%
30 8.183 2169 2180 2187 rBV2 21771 40755 7.70% 0.612%
31 8.315 2210 2221 2239 rBV 116425 205082 38.74% 3.082%
32 8.488 2264 2275 2289 rVB7 7012 16664 3.15% 0.250%
33 8.652 2314 2326 2347 rBV3 27886 55898 10.56% 0.840%
34 8.845 2377 2386 2398 rBV4 16665 28028 5.29% 0.421%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR102418WMA .M
TRACE VOA SOMO1.0

35 9.089 2451 2462 2478 rBV 75430 123681 23.36% 1.859%

36 9.247 2501 2511 2525 rVB4 9973 18935 3.58% 0.285%
37 9.363 2535 2547 2568 rVB5 90806 210066 39.68% 3.157%
38 9.485 2576 2585 2597 rVB4 15048 26239 4._.96% 0.394%
39 9.568 2601 2611 2625 rVV3 14038 23223 4_.39% 0.349%
40 9.745 2635 2666 2677 rBv4 85180 181975 34.37% 2.735%
41 9.806 2677 2685 2697 rVB3 8916 15189 2.87% 0.228%
42 9.906 2704 2716 2727 rBV3 22137 56250 10.62% 0.845%
43 10.048 2749 2760 2769 rBV5 15320 32989 6.23% 0.496%
44 10.118 2775 2782 2799 rVB3 16727 28939 5.47% 0.435%
45 10.208 2799 2810 2832 rBV9 19103 59354 11.21% 0.892%
46 10.376 2850 2862 2870 rBV3 41344 75228 14.21% 1.130%
47 10.433 2870 2880 2891 rVV5 34675 82806 15.64% 1.244%
48 10.491 2891 2898 2907 rVB4 21171 34403 6.50% 0.517%
49 10.613 2926 2936 2954 rBV4 11785 33053 6.24% 0.497%
50 10.697 2954 2962 2973 rVV5 14180 28942 5.47% 0.435%
51 10.771 2973 2985 2992 rVV5 7339 16247 3.07% 0.244%
52 10.864 3004 3014 3028 rVB9 15601 29601 5.59% 0.445%
53 10.999 3053 3056 3066 rVB6 6804 8953 1.69% 0.135%
54 11.099 3067 3087 3096 rBV2 83258 138767 26.21% 2.085%
55 11.147 3096 3102 3113 rVB7 10390 17977 3.40% 0.270%
56 11.292 3128 3147 3167 rVB 307328 529433 100.00% 7.956%
57 11.414 3175 3185 3196 rVB10 4491 10342 1.95% 0.155%
58 11.485 3196 3207 3219 rBV 80896 128877 24.34% 1.937%
59 11.546 3219 3226 3236 rVV7 6462 11332 2.14% 0.170%
60 11.604 3236 3244 3257 rVV3 7901 15484 2.92% 0.233%
61 11.687 3257 3270 3284 rVB7 4605 10362 1.96% 0.156%
62 11.864 3313 3325 3347 rVB2 185830 315389 59.57% 4._.740%
63 11.980 3347 3361 3373 rBV2 34724 60232 11.38% 0.905%
64 12.054 3375 3384 3391 rBV 8197 15232 2.88% 0.229%
65 12.112 3398 3402 3419 rVBS8 5570 10843 2.05% 0.163%
66 12.228 3421 3438 3449 rVVv4 42615 80410 15.19% 1.208%
67 12.295 3449 3459 3471 rVvv4 35828 68634 12.96% 1.031%
68 12.359 3471 3479 3484 rVVv2 9437 14763 2.79% 0.222%
69 12.401 3484 3492 3496 rVvVv 36041 55783 10.54% 0.838%

70 12.433 3496 3502 3511 rVvVv 80919 130614 24.67% 1.963%
71 12.488 3511 3519 3522 rVVv4 19971 34505 6.52% 0.519%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR102418WMA .M

- TRACE VOA SOMO1.0

72 12.536 3523 3534 3549 rVvV 319213 524699 99.11% 7.885%
73 12.620 3549 3560 3563 rvv4 98743 142574 26.93% 2.143%
74 12.649 3563 3569 3581 rVV2 241433 381993 72.15% 5.740%

75 12.719 3581 3591 3601 rVB5 8521 17118 3.23% 0.257%
76 12.790 3603 3613 3630 rVB 51825 78177 14.77% 1.175%
77 12.922 3632 3654 3665 rBV 141973 251645 47 .53% 3.782%
78 12.996 3666 3677 3688 rVB 61008 93015 17.57% 1.398%
79 13.070 3688 3700 3714 rVB2 14266 24591 4.64% 0.370%
80 13.199 3730 3740 3749 rVB 20781 30806 5.82% 0.463%
81 13.266 3749 3761 3768 rBV 3989 8981 1.70% 0.135%
82 13.424 3798 3810 3817 rBV5 12494 26834 5.07% 0.403%
83 13.507 3827 3836 3843 rBV2 31465 48819 9.22% 0.734%
84 13.552 3843 3850 3867 rVB4 41154 82536 15.59% 1.240%
85 13.729 3892 3905 3914 rBV4 16761 31121 5.88% 0.468%
86 13.784 3914 3922 3935 rVvv4 7372 15253 2.88% 0.229%
87 13.854 3935 3944 3957 rVB3 36063 55704 10.52% 0.837%
88 13.922 3957 3965 3966 rBV4 7638 8574 1.62% 0.129%
89 13.951 3967 3974 3982 rVV3 21767 33319 6.29% 0.501%
90 14.015 3982 3994 4003 rVB3 4287 7171 1.35% 0.108%
91 14.141 4025 4033 4037 rBV3 5658 8405 1.59% 0.126%
92 14.179 4037 4045 4054 rVB3 19602 30164 5.70% 0.453%
93 14.279 4056 4076 4087 rBV 17424 33663 6.36% 0.506%
94 14.337 4087 4094 4103 rBV9 4111 8020 1.51% 0.121%
95 14.498 4120 4144 4152 rBV2 19434 50868 9.61% 0.764%
96 14.546 4153 4159 4172 rVB6 5535 9098 1.72% 0.137%
97 14.694 4196 4205 4215 rBV3 6586 10545 1.99% 0.158%
98 14.928 4269 4278 4299 rVBS8 9205 15941 3.01% 0.240%
99 15.076 4312 4324 4337 rBV3 7987 15257 2.88% 0.229%
100 15.880 4566 4574 4584 rVB2 6122 9937 1.88% 0.149%
Sum of corrected areas: 6654410
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA .M
= TRACE VOA SOMO1.0

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU027793.D

300000

250000

200000

150000

100000

50000

or———7—F7 7t

Time--> 3.50

Abundance TIC: VU027793.D

300000

250000

200000

150000
8.31

100000

50000

0!

Time--> 9.00 9.50 10.00

10.50

11

11.00

11.50

11.86

12.00

Abundance TIC: VU027793.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 Sulfur dioxide Concentration Rank 12

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

1.33 3.81 ug/L 72357 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Sulfur dioxide 64 02S 007446-09-5 74
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 49 (1.331 min): VU027793.D (-37) (-) m/z 63.95 100.00%
64
48
5000

1.30 1.40 1.50 1.60 1.70

S T T——., m/z 48.00 56.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #357: Sulfur dioxide
64
5000 48
1.30 1.40 1.50 1.60 1.70
m/z 66.00 3.61%
16 32
S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
1.30 1.40 1.50 1.60 1.70
5000 m/z 50.00 3.43%

32

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

Abundance #6179: Aminomethanesulfonic acid
64 1.30 1.40 1.50 1.60 1.70
m/z 65.00 1.22%
48
5000
42
o, 58 |, 71 8l 94 111
T T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 17

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

2.71 3.11 ug/L 59190 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 50
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 47
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 25

Abundance Scan 478 (2.710 min): VU027793.D (-466) (-) m/z 43.05 100.00%
43
5000
39 71
| 555 | 76 86 2.40 2.60 2.80 3.00
'“m“W“W“W“W“W“W“W“W“W:W“W“h”W“W“W“W“W“W“W“W m/z 42.05 86.03%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1831: Butane, 2,3-dimethyl-
43
5000 R R R A
2.40 2.60 2.80 3.00
21 o - m/z 41.10 38.79%
1 s 34 51°° 61 67 | 77 86
m“umPumLumPﬂPum””““W”W”W“W“W“W“W“W“W“W
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
2.40 2.60 2.80 3.00
5000 m/z 71.10 22.62%
71
27
15 ¥ 515 ger 86
AL L) L) RS W) M) KAL) R LA L Lk Akt A AR AL A AL KA A R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1830: Butane, 2,3-dimethyl- R RS
a4 2.40 2.60 2.80 3.00
m/z 39.05 16.50%
5000
71
27
15 |32 3$‘ ‘ SLSF 6367 | 77 %6
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M

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 34

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

3.85 1.48 ug/L 28092 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 83
2 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 83
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 83
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 83
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 56

Abundance Scan 832 (3.848 min): VU027793.D (-816) (-) m/z 57.10 100.00%
g7
43
5000 85
360 '3'86' 400 420
s B e m/z 43.10 69.22%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3994: Pentane, 2,2-dimethyl-
57
43
5000
29 85 3.60 3.80 4.00 4.20
m/z 41.10 52.54%
B FBL 6300 77 100
m/z--> 0O 10 20 30 40 50 60 70 80 100
Abundance
57
43 360 '3"86' 400 420
5000 g5 m/z 85.10 41.83%
29
15 37 51 69
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3986: Pentane, 2,2-dimethy!l- R
57 3.60 3.80 4.00 4.20
43 m/z 56.10 39.46%
5000
29 85
1 15 \ 37| 51 6369 77 100
miz--> 5 % % 40 % e o 80 90 100 360 380 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 11

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

3.99 3.82 ug/L 72695 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 83
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 78
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 74
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59

Abundance Scan 876 (3.990 min): VU027793.D (-857) (-) m/z 43.10 100.00%
43 57
5000

85
| | - " | 360 3.80 4.00 4.20 4.40
el Sl e | m/z 57.10  78.70%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3983: Pentane, 2,4-dimethyl-
43
57

5000 ; ....,.... A REA maa
3.60 3.80 4.00 4.20 4.40

85 m/z 41.10 53.09%

27
5 el =

‘ ‘ 69 77 100
N LA I e e e e B  ERAEREEEE
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43

57 B RARANEEEE SR
3.60 3.80 4.00 4.20 4.40
5000 m/z 56.10 45_.97%

15 37 51 63 69 100

i AR B e B R B

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3988: Pentane, 2,4-dimethyl- R S AR
43 57 3.60 3.80 4.00 4.20 4.40

m/z 42.10 25.97%

5000 85
29
15 \‘ 3A 51 || 63 69 77 100

L R A SMNESENEN WY BERE (5 EAY S

m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4. OO 4.20 4.40

SOMUTR102418WMA.M Mon Oct 29 08:55:25 2018 Page: 8



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 14

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

4.73 3.39 ug/L 64508 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 83
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 83
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 78
4 1-Butanol, 2,2-dimethyl- 102 C6H140 001185-33-7 45
5 1-Butanol, 2,2-dimethyl- 102 C6H140 001185-33-7 42

Abundance Scan 1106 (4.729 min): VU027793.D (-1094) (-) m/z 43.10 100.00%
43
71
5000
55 85

79 4.40 4.60 4.80 5.00
SRS N SSS NYSS——— o - S AN m/z 71.10 68.39%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3984: Pentane, 3,3-dimethyl-
43
71

5000 LI L L L L L LB L |
440 4.60 4.80 5.00
29 - 85 m/z 70.10 24 .62%
1 5 | sl ° 65 | 77 100
AR L W o o e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43
IIIIIIIIIAIIIIIIIIIIIIII
71 440 4.60 4.80 5.00
5000 m/z 41.10 23.97%
29 55 85
2 15 37 49 65 | 77 100
A L W o o L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 \
Abundance #3991: Pentane, 3,3-dimethyl- R .... e ARy
43 4.40 4.60 480 5.00
71 m/z 55.10 18.22%
5000
85
29 55 /\
m/z--> 0 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00

SOMUTR102418WMA.M Mon Oct 29 08:55:26 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

5.08 8.32 ug/L 158236 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 59
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 58
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42

Abundance Scan 1215 (5.080 min): VU027793.D (-1197) (-) m/z 56.10 100.00%
43 56
5000 - /\
o 480 500 520 '546' -
...,....,....,....,....|i...?,°.'.|.,.‘?“?.,'...??..'..,...1.‘,’9..., m/z 43.10 84.04%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
5000
29 71 4.80 500 520 5.40
m/z 41.10 71.42%

\‘ 37 49 | 65/ 77 8 100
T e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43 56

4.80 5.00 5.20 5.40

5000 m/z 57.10 64.62%
29 71
15 37, 50 65 | 77 85 100
R B o o e W ARA
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3987: Pentane, 2,3-dimethyl- e ey
43 56 4.80 5.00 520 540

m/z 71.10 36.47%

5000 29
71
2 15 37 s0ll 65 77 8 100

m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40

SOMUTR102418WMA.M Mon Oct 29 08:55:27 2018 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 50

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

5.49 1.01 ug/L 19185 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
2 Butane, 1-bromo-3-methyl- 150 C5H11Br 000107-82-4 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64
5 Pyrrolidine 71 C4HON 000123-75-1 40

Abundance Scan 1343 (5.491 min): VU027793.D (-1328) (-) m/z 43.10 100.00%
43
70
5000
55
520 5.40 5.60 5.80
m/z 70.10 53.93%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3981: Pentane, 3-ethyl-
43
5000 70 U UL L L R
520 5.40 5.60 5.80
29 55 m/z 71.10 48.14%
1 15 H \h‘ 85 100
m/z--> 0 10 20 30 40 50 6|0 7'0 80 90 100 110 120 130 140 150 |
Abundance
43
520 540 560 580
5000 g 71 m/z 41.10 28.25%
27
15 82 93 107 121 135 150
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3982: Pentane, 3-ethyl-
43 520 5.40 5.60 5.80
m/z 55.10 18.34%
5000 71
55
\‘ \‘\ 84 100
m/z--> 0 10 20 30 40 50 60 7'0 80 90 100 110 120 130 140 150 | 5.0 540 560 580

SOMUTR102418WMA.M Mon Oct 29 08:55:28 2018 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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: Cyclic6.39 Concentration Rank 32

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

6.39 1.81 ug/L 34334 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 50
2 (S)-(+)-6-Methyl-1-octanol 144 C9H200 110453-78-6 45
3 Pentane, 2-cyclopropyl- 112 C8H16 005458-16-2 32
4 2-Hexenal, (E)- 98 C6H100 006728-26-3 30
5 1-Hexene, 3,5-dimethyl- 112 C8H16 007423-69-0 28

Abundance Scan 1622 (6.389 min): VU027793.D (-1615) (-) m/z 55.05 100.00%

55
41 69 97
5000 83

| | 6.00 620 640 660 680
S | S| SO /s R —— Y £ - P R Y A -1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56
41 69
5000 83

6.00 6.20 6.40 6.60 6.80
m/z 69.05 57.47%

27
M ‘\49\‘ ‘

,,,,,,,‘,98,,,,,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

55 97

0
LI AL L L L L L L L LB

70 6.00 6.20 6.40 6.60 6.80
5000 m/z 41.05 57.16%
41
29 83
18 111 127 143
mmmmﬁmwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\N\
Abundance #6714: Pentane, 2-cyclopropyl- TP
4 6 69 6.00 6.20 640 660 680
m/z 97.10 52.87%
84
5000
15 “ i 97
R L e AR RanasEEEE SRS S T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80

SOMUTR102418WMA.M Mon Oct 29 08:55:29 2018 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 69

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

6.53 0.50 ug/L 9564 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 78
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 78
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 78
4 Hexane, l-propoxy- 144 C9H200 053685-78-2 59
5 Oxalic acid, diisohexyl ester 258 C14H2604 1000309-32-9 40

Abundance Scan 1666 (6.530 min): VU027793.D (-1658) (-) m/z 43.10 100.00%
43 g7
85
5000
71
|| | | 6.20 6.40 6.60 6.80
e e e e e e e || M7z 57100 99.11%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7641: Hexane, 2,4-dimethyl-
43
57
5000 85
29 6.20 6.40 6.60 6.80
71 m/z 85.10 69.87%
ST N A T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
57 IBESAEBE AR RSN SR
6.20 6.40 6.60 6.80
5000 m/z 41.10 67.22%
85
29
71
36 50 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7633: Hexane, 2,4-dimethyl-
43 57 6.20 6.40 6.60 6.80
m/z 56.10 51.27%
85
5000
29
71
15 H ‘\‘\ 50\‘\ 64 \H 78 ‘\ 99 1:!'4
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80

SOMUTR102418WMA .M Mon Oct 29 08:55:30 2018 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 18

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

6.74 3.09 ug/L 58800 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 83
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 83
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 80
5 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 80

Abundance Scan 1731 (6.739 min): VU027793.D (-1714) (-) m/z 70.10 100.00%
70
55 ?
5000
41
I I || 8 97 112 6.40 6.60 6.80 7.00
..w..”,”..“.”,”..“h”,”....”,un.“.Jw.”.,u.w. m/z 55.10 75.16%
m/z--> 10 20 30 50 60 70 80 90 100 110 120
Abundance #6789. Cyclopentane, 1,2,4-trimethyl-
70
55
5000 SRS RAASE SRR RAREE
6.40 6.60 6.80 7.00
m/z 41.10 33.82%
2363 I
m/z--> 10 20 30 60 70 80 90 100 110 120
Abundance
70
55
6.40 6.60 6.80 7.00
5000 a1 m/z 69.10 23.19%
27
s 77 e
mz> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6832: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
70 6.40 6.60 6.80 7.00
55 m/z 42.10 20.34%
5000
41
27
112
15 ]3] “63“‘7786* o1 9 | Mgp AT ,:,,Z
m/z--> 10 20 30 45 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00

SOMUTR102418WMA .M Mon Oct 29 08:55:30 2018 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 54

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

7.05 0.80 ug/L 15263 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 45
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 38
3 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 38
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 38
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 37

Abundance Scan 1828 (7.051 min): VU027793.D (-1816) (-) m/z 43.10 100.00%
43
5000 71
57

| | 6.80 7.00 7.20 7.40
1 1 ) R Y -2 & [ Y TSR =T

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12706: Hexane, 2,3,4-trimethyl-
43
5000 6.80 7.00 7.20 7.40
57 71 85 : : : :
29 m/z 70.10 44.71%

H ! M GS‘M 77 d 91 99 113 128

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
71 6.80 7.00 7.20 7.40
5000 m/z 41.00 36.58%
27 55
37 49 65 77 83 97 114
L o o o e o o o AR R s e o e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7657: Pentane, 2,3,3-trimethyl-
43 6.80 7.00 7.20 7.40
m/z 57.10 35.86%
5000
57 71
27 85
| 31‘“ 51| 65 | 77 | 99
T T T T T T e T e e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40

SOMUTR102418WMA.M Mon Oct 29 08:55:32 2018 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 13 (DEL) Alkane: Cyclic7.43 Concentration Rank 57

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

7.43 0.69 ug/L 13086 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Nonene, 3-methyl-, (2)- 140 C10H20 063830-69-3 43
2 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 053907-60-1 42
3 Cyclopropane, l-ethyl-2-heptyl- 168 C12H24 074663-86-8 39
4 2-Octenal, (E)- 126 C8H140 002548-87-0 37
5 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 053907-60-1 37

Abundance Scan 1946 (7.430 min): VU027793.D (-1935) (-) m/z 69.00 100.00%
55 % g3
41 111
5000
||| 7.00 7.20 7.40 7.60 7.80
L B I m/z 70.10 89.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18005: 4-Nonene, 3-methyl-, (2)-
55
41 69
5000 7.00 7.20 7.40 7.60 7.80
29 83 m/z 55.10 83.66%
T ""jl"'h' |t' 1 '%{1'| T ;?q R SR
m/z--> 20 40 60 80 100 120 140 160
Abundance
69 83
4 ss 7.00 720 7.40 7.60 7.80
5000 111 m/z 83.10 82.61%
27
15 95 126
miz--> 20 40 60 80 100 120 140 160
Abundance #36846: Cyclopropane, 1-ethyl-2-heptyl- e
55 7.00 7.20 7.40 7.60 7.80
41 70 m/z 111.10 65.69%
5000 83
29
97
“ “ I Wl ‘\ 1}‘1 125 139 168
miz--> 20 40 60 80 100 120 140 160 7.00 720 7.40 7.60 7.80

SOMUTR102418WMA.M Mon Oct 29 08:55:33 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method :
Quant Title : TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _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

Peak Number 14 Cycloheptane, bromo- Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.

771 0.99 ug/l 24570 Chlorobenzene-ds 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

bromo-
1-bromo-2-methyl-
2,2,4-trimethyl-
cyclohexylmethyl is...

1 Cycloheptane,
2 Cyclohexane,

3 3-Penten-1-ol,
4 Oxalic acid,

176 C7H13Br
176 C7H13Br
128 C8H160

270 C15H2604

002404-35-5 50
006294-39-9 50
005842-53-5 47
1000309-68-3 45

5 Sulfurous acid, cyclohexylmethyl... 430 C25H5003S 1000309-22-6 45

Abundance Scan 2033 (7.710 min): VU027793.D (-2020) (-) m/z 97.10 100.00%
55 97
69
5000 a1
84 7.40 7.60 7.80 8.00
. m/z 55.10 84_.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42809: Cycloheptane, bromo-
55 97
5000
7.40 7.60 7.80 8.00
m/z 69.10 53.94%
27 69 81
15 | \\ doo | 108119 133
...,..”,....,.”.,....,”..,....,”..,....,
m/z--> 20 60 80 100 120 140 160 180
Abundance
97
55
7.40 7.60 7.80 8.00
5000 m/z 41.10 51.04%
39 81
27 67
15 111121 135 149 164 176
I o e o e L B B I I o o e o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12628: 3-Penten-1-ol, 2,2,4-trimethyl-
55 97 7.40 7.60 7.80 8.00
m/z 56.10 49_.17%
5000 41
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00

SOMUTR102418WMA.M Mon Oct 29 08:55:34 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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: Cyclic7.92 Concentration Rank 22

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

7.92 2.48 ug/L 61332 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 96
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 93
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 91
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 91

Abundance Scan 2098 (7.919 min): VU027793.D (-2087) (-) m/z 55.05 100.00%
55 97
41
5000
112
|| 77 || 7.60 7.80 8.00 8.20
...,....,....,....,....,-.':.'.,....,....,....,....',....,....,. m/z 97.10 89.18%
m/z--> 10 20 30 40 50 70 90 100 110 120
Abundance #6815: Cyclohexane, 1,2- d|methy| , trans-
55 97
5000 41
69 7.60 7.80 8.00 8.20
. ‘ 12 m/z 41.10 53.16%
...,.%?.,..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 69.10 40.58%
o7 69 112
83
15 47 63 77 91
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6830: Cyclohexane, 1,2-dimethyl- (cis/trans)
55 97 7.60 7.80 8.00 8.20
m/z 56.10 39.53%
5000 41
70 83 112
27 ‘
15 Ae3 gl 77 9.1
m/z--> 10 20 30 4'0 50 60 7'0 80 90 100 11'0 120 7.60 7.80 8.00 8.20

SOMUTR102418WMA.M Mon Oct 29 08:55:34 2018 Page: 18



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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: Cyclic8.11 Concentration Rank 68

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

8.11 0.54 ug/L 13268 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 053907-60-1 72
2 2-Heptenal, (E)- 112 C7H120 018829-55-5 32
3 Dicyclopropyl carbinol 112 C7H120 014300-33-5 25
4 Cyclopentane, butyl- 126 C9H18 002040-95-1 25
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 23

Abundance Scan 2157 (8.109 min): VU027793.D (-2147) (-) m/z 83.10 100.00%
69 83
5000 41 55
|” || I | 9|5 111 126 7.80 8.00 8.20 8.40
A BN KNS m/z 69.10 84.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11626: Cyclopentane, 1,1,3,4-tetramethyl-, cis-
69 83
41 55
5000
1 7.80 8.00 8.20 8.40
27 m/z 70.10 50.00%
'"I'%?'I""I”"I""I""ﬁ%"l'"'I"”I'??'I""I”"I'%%§I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
41
7.80 8.00 8.20 8.40
5000 27 55 83 m/z 41.05 49.40%
70
34 63 90 97
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6505: Dicyclopropy! carbinol
1 83 7.80 8.00 820 8.40
55 m/z 55.05 45.64%
27 6
5000
15 ‘
YN S = S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 58

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

8.49 0.67 ug/L 16664 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 87
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 70
3 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 70
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 58
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 50

Abundance Scan 2276 (8.491 min): VU027793.D (-2264) (-) m/z 55.05 100.00%
55
97
41
5000
83 112
| |‘ 8.20 8.40 8.60 8.80
...,....,....,....,....,....,....,....,!...,....,....,....,. m/z 97.10 66.73%
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance #6803: Cyclohexane, 1,2-dimethyl-, cis-
55
97
41
5000 70 8 112 820 8.40 8.60 8.80
27 ‘ ‘ m/z 41.10 55.76%
...,.%‘L.S.,...‘l‘,....}.‘...,u‘..‘.,??.‘l,..??,.l..,...:,....,....,.
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance
55
97
8.20 8.40 8.60 8.80
5000 41 70 83 m/z 69.10 50.18%
112
27
15 63 77 91
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6802: Cyclohexane, 1,2-dimethyl-, cis-
55 8.20 8.40 8.60 8.80
m/z 70.10 38.31%
4 97
5000
. 70 83 112
S 1 S 20 P A N
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\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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: Cyclic8.65 Concentration Rank 26

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

8.65 2.26 ug/L 55898 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 83
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 81
3 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 78
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 62
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 59

Abundance Scan 2325 (8.649 min): VU027793.D (-2314) (-) m/z 69.10 100.00%
69 111
55
5000 41
83 97 8.40 8.60 8.80 9.00
..,....,....,....|i.'|...,~.'..||.,..'.'!,'....',.:..,....,....;.'...,.??‘?,... m/z 111.10 89.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11570: 1,1,4-Trimethylcyclohexane
69 111
5000 55
41 8.40 8.60 8.80 9.00
- m/z 55.05 52.51%
S R AN OV~ A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69 111
8.40 8.60 8.80 9.00
5000 41 55 m/z 41.10 48.77%
83
27
15 95 126
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11573: 1,1,4-Trimethylcyclohexane
69 111 8.40 8.60 8.80 9.00
m/z 70.10 42.01%
5000 a5
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00

SOMUTR102418WMA.M Mon Oct 29 08:55:38 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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: Cyclic8.85 Concentration Rank 46

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

8.85 1.13 ug/L 28028 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 94
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 91
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 91
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 90
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 80

Abundance Scan 2388 (8.851 min): VU027793.D (-2377) (-) m/z 69.05 100.00%
69 111
55
5000 41
84 126
||| ‘ | 77 95 8.60 8.80 9.00 9.20
SRNRNBISMNBINSISBAS /NS | MMM 1 MLl MDA MMM MM B m/z 111.10 83.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11594: Cyclohexane, 1,2,4-trimethyl-
69
55 111
5000 41
126 8.60 8.80 9.00 9.20
- g4 97 m/z 55.10 72.38%
S-S | N . A N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69
111
55 8.60 8.80 9.00 9.20
5000 41 m/z 41.10 47 .29%
126
27 84
15 77 o7
R e L e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11592: Cyclohexane, 1,2,4-trimethyl-
5 69 8.60 8.80 9.00 9.20
a1 111 m/z 56.10 30.64%
5000
27 126
‘ ‘ 84 97
SN | N | .00 1ML A | S T N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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: Cyclic9.25 Concentration Rank 55

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

9.25 0.77 ug/L 18935 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 81
2 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 81
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 72
4 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 72
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 64

Abundance Scan 2512 (9.250 min): VU027793.D (-2501) (-) m/z 69.05 100.00%
6o
55 111
5000 41
83 126
97 9.00 9.20 9.40 9.60

..,....,....,....,.|...,.'...,....','....,.'.'..,'...'.,....,....,....,... m/z 55.10 80.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #11592: Cyclohexane, 1,2,4-trimethyl-
55 69
111
41
5000
27 126 9.00 9.20 9.40 9.60
‘ 84 97 m/z 111.10 77.02%
S .- N S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
41 55 69
111
27 9.00 9.20 9.40 9.60
5000 m/z 56.10 56.50%
83 126

97
48 62 76 90 104

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
- 11 m/z 70.10 42.52%
5000 4
126
2 ek
S 1 OV OO ¢ N SN N 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\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 Bicyclo[3.2.1]octane Concentration Rank 5

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

9.36 8.49 ug/L 210066 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 96
2 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 94
3 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 81
4 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 81
5 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 80

Abundance Scan 2546 (9.359 min): VU027793.D (-2535) (-) m/z 67.10 100.00%
67 82
5000 a1 54
110
‘ I || | 9|5 125 9.00 9.20 9.40 9.60
..“.”,.”.H..WHJ.,”Hw..m{i..“.”,.”.“..w.”.“.. m/z 82.10 79 .36%
m/z--> 20 30 40 70 80 90 100 110 120 130
Abundance #5926. Bicyclo[3.2.1]octane
67 82
5000 4t 54
27 110 9.00 9.20 9.40 9.60
95 m/z 81.05 63.40%
..luul.‘lu..lll...i‘l‘.‘l.l:lu-.““lu??.w.‘...|..‘..|....|....|....|...
m/z--> 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 41.05 40.85%
95
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5932: Bicyclo[2.2.2]octane
67 81 110 9.00 9.20 9.40 9.60

m/z 54.10 35.15%

5000 54
41
27 95
N ‘ \\61“\ 75008 | 102 |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 9.00 920 940 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 Bicyclo[2.2.2]octane Concentration Rank 48

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

9.48 1.06 ug/L 26239 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 96
2 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 96
3 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 93
4 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 76
5 Cyclooctene, (2)- 110 C8H14 000931-87-3 53

Abundance Scan 2583 (9.478 min): VU027793.D (-2576) (-) m/z 67.05 100.00%
67
81
110
5000 41 54
| | 95 9.20 9.40 9.60 9.80
SN N N | S | S | S NS m/z 81.05 72.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5929: Bicyclo[2.2.2]octane
67 81
110
41 54
5000 27
9.20 9.40 9.60 9.80
95 m/z 110.10 59.79%
e .lj,...:} :.f#ﬁﬁk‘:.?%.wlM.Z4JJ}N...,..M. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
67
81 110 920 940 9.60 9.80
5000 54 m/z 82.10 58.56%
39
27 95
14 74
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5930: Bicyclo[3.2.1]Joctane
67 - 9.20 9.40 9.60 9.80
m/z 54.10 42 _.01%
5000 54 110
95
"I”"P"W"”I'”'fmh'P“lW"”\“”'I”"P"W“'”I RS RN R LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 Cyclohexene, l-ethyl- Concentration Rank 53

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

9.57 0.94 ug/L 23223 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 64
2 Cyclohexene, l-ethyl- 110 C8H14 001453-24-3 59
3 Cyclohexene, l-ethyl- 110 C8H14 001453-24-3 59
4 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 58
5 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 53

Abundance Scan 2611 (9.568 min): VU027793.D (-2601) (-) m/z 81.10 100.00%
il
5000 &7 o
|| | L | 100 124 9.20 9.40 9.60 9.80
et plbe e b e M/Z 67.10 0 35.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5944: Cyclohexene, 1-ethyl-
81
5000
67 9.20 9.40 9.60 9.80
110 m/z 95.10 33.26%

27 H

53 95
S el ueo e Taee
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
81

9.20 9.40 9.60 9.80

5000 m/z 41.00 24.96%
67
41 110
27 53 95
15 74 103

LN I o o RAREEEEREE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5945: Cyclohexene, 1-ethyl-

81 9.20 9.40 9.60 9.80

m/z 96.10 24 .42%

5000
67
110
27 ‘ 95 AA
Ll e ly7ag| T /

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 25 1-Decyne Concentration Rank 7

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

9.75 7.36 ug/L 181975 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decyne 138 C10H18 000764-93-2 64
2 Silane, diethyldifluoro- 124 C4H10F2Si 000358-06-5 38
3 1-(1-Propynyl)cyclohexanol 138 C9H140 000697-37-0 38
4 1,5-Hexadiene, 2-methyl- 96 C7H12 004049-81-4 38
51

,b-Hexadiene, 2-methyl- 96 C7H12 004049-81-4 35
Abundance Scan 2667 (9.749 min): VU027793.D (-2635) (-) m/z 95.10 100.00%
8 9%
5000
67
|| || | I | 1c|)9 124 9.40 9.60 9.80 10.00
S A m/z 81.10 95.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16847: 1-Decyne
67 81
41 55
5000 95
29 9.40 9.60 9.80 10.00
m/z 67.10 35.15%
109
15 ‘ L M\‘ HM\74‘M 102~ 123 137
R R A L e e AEanaas
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95
9.40 9.60 9.80 10.00
5000 124 m/z 41.10 24 _77%
67
40 47 58 77 85 105
Wmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17552: 1-(1-Propynyl)cyclohexanol
95 9.40 9.60 9.80 10.00
m/z 68.10 22 .66%
5000
82
39 55 67 123
bl o
R O 79 N 1 N -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00

SOMUTR102418WMA .M Mon Oct 29 08:55:44 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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: Cyclic9.81 Concentration Rank 62

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

9.81 0.61 ug/L 15189 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 83
2 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 83
3 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 72
4 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 64
5 Oxalic acid, butyl cyclohexylmet... 242 C13H2204 1000309-68-2 56

Abundance Scan 2686 (9.810 min): VU027793.D (-2677) (-) m/z 97.10 100.00%
o7
55
5000
41 69
| | 83 | 11 9.40 9.60 9.80 10.00 10.20
e A . e R Bt i e m O m/z 55.10 60.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11605: Cyclohexane, 1-ethyl-1-methyl-
55 97 /\A/v\
5000 |---Z\- T -u----4x>7
a1 9.40 9.60 9.80 10.00 10.20
29 69 m/z 69.10 27 .41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55 97
9.40 9.60 9.80 10.00 10.20
5000 m/z 96.10 24 _.26%
41
27 69
15 81 11 92
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #212990: Sulfurous acid, cyclohexylmethyl hexadecy! ester
o7 9.40 9.60 9.80 10.00 10.20
m/z 41.10 19.70%
5000 55
43 71 83
it 2naagss o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 27 unknown-01 Concentration Rank 25

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

9.91 2.27 ug/L 56250 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-1-Butenylcyclopentane 124 C9H16 1000113-50-9 47
2 Cyclohexanone, 4-ethenyl- 124 C8H120 001740-64-3 46
3 Silane, diethyldifluoro- 124 C4H10F2Si 000358-06-5 46
4 1,3-Hexadiene, 3-ethyl-2-methyl- 124 C9H16 061142-36-7 43
5 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H1l4 091884-67-2 43

Abundance Scan 2717 (9.909 min): VU027793.D (-2704) (-) m/z 95.10 100.00%
95
55 67 82
41
5000 124
109
||| | | | | 9.60 9.80 10.00 10.20
e el L Tm/z 82,10 74.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10671: trans-1-Butenylcyclopentane
67 95
5000 41
9.60 9.80 10.00 10.20
27 55 82 124 m/z 55.10 73 .85%
..,.1.?.,....,....,....,....,....,....,....,....,...1.0,%...,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance /\\/\
55
67 81
124 VA”I”"P'”I'”'I”'W
9.60 9.80 10.00 10.20
5000 96 m/z 67.10 72 .19%
41
29 109
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10273: Silane, diethyldifluoro-
95 9.60 9.80 10.00 10.20
m/z 68.10 72 .15%
5000 124
67
40 47 58 77 85 |, 105 ‘
m/z--> 10 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\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 unknown-02 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
10.05 1.33 ug/L 32989 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Decyne 138 C10H18 002384-86-3 47
2 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 42
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 30
4 Bicyclo[5.1.0]octane 110 C8H14 000286-43-1 30
5 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 25
Abundance Scan 2761 (10.051 min): VU027793.D (-2749) (-) m/z 109.10 100.00%
95 149
41
5000 55
| | | H 123 9.80 10.00 10.20 10.40
X et MM m/z 95.10 88.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16844: 4-Decyne
67
5000 95
. 4l 55 81 9.80 10.00 10.20 10.40
109 m/z 67.10 78.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
o7 95
a1 9.80 10.00 10.20 10.40
5000 55 m/z 81.10 74 .52%
27
110
. 79
mmmmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6020: 1,4-Pentadiene, 2,3,3-trimethyl-
95 9.80 10.00 10.20 10.40
a1 o7 m/z 41.10 53.86%
5000 55
27
‘ 79 110
SN N A 4. RS N Y/ N — AWV R WALVA- St
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 29 4-Nonyne Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
10.12 1.17 ug/L 28939 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Nonyne 124 C9H16 020184-91-2 74
2 1-Methylcyclooctene 124 C9H16 000933-11-9 70
3 Ethylidenecycloheptane 124 C9H16 010494-87-8 64
4 2-Decyne 138 C10H18 002384-70-5 47
5 4-Nonyne 124 C9H16 020184-91-2 47
Abundance Scan 2783 (10.122 min): VU027793.D (-2775) (-) m/z 95.10 100.00%
95
81
67
5000 a1 124
55 109
| || I | 9.80 10.00 10.20 10.40
el el L) Tm/z 81.05  78.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10610: 4-Nonyne
67
5000 41
27 54 81 95 9.80 10.00 10.20 10.40
‘ m/z 67.05 68.31%
..,....,....,.3?'..,....,....,....,.7?'..,....,....,...1.09.1.1.7,1.?‘.1.,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
67 81
96
9.80 10.00 10.20 10.40
5000 4 55 m/z 96.10 58.64%
124
21 109
15
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10650: Ethylidenecycloheptane
67 95 9.80 10.00 10.20 10.40
m/z 41.05 38.62%
5000 a4 55 81 124
27 | ‘ | 109
S S TS YU T A e N e
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\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 1H-Indene, octahydro-, cis- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.21 2.40 ug/L 59354 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 64
2 2-Cyclohexen-1-one, 4,5-dimethyl- 124 C8H120 005715-25-3 52
3 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 52
4 3-Hexyne 82 C6H10 000928-49-4 47
5 4-Nonyne 124 C9H16 020184-91-2 47
Abundance Scan 2811 (10.212 min): VU027793.D (-2799) (-) m/z 82.10 100.00%
67 V)
5000 41 95
55
‘ || || | 109 124 9.80 10.00 10.20 10.40 10.60
SRS TR S S 1 S S RN | N m/z 67.10 98.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10676: 1H-Indene, octahydro-, cis-
81
67
96
5000 M
9.80 10.00 10.20 10.40 10.60
27 4 124 m/z 81.10 60.33%
S N S S = S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
67 82
124 9.80 10.00 10.20 10.40 10.60
5000 m/z 95.10 46.52%
39
27 54
"I""I""I""I""I""I'"'I'"'I""I'?ﬁ'l"}p?'” T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10701: Pentalene, octahydro-2-methyl-
il 9.80 10.00 10.20 10.40 10.60
67 m/z 41.10 45 _45%
5000 4l 96
55
‘ 124
..,..”,....,...:ﬁh.ﬂﬁhkau,.lel7ﬂh“.h.§?.ﬂu.,.”.‘.%%?,.l..,.. A VIS SO A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Ethylidenecycloheptane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.38 2.92 ug/L 75228 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethylidenecycloheptane 124 C9H16 010494-87-8 90
2 1-Methylcyclooctene 124 C9H16 000933-11-9 89
3 Cyclopentane, (2-methyl-1-propen... 124 C9H16 053366-57-7 86
4 2-Methylbicyclo[3.2.1]octane 124 C9H16 1000215-28-0 80
5 cis-1,4-Dimethyl-2-methylenecycl... 124 C9H16 019781-46-5 64
Abundance Scan 2863 (10.379 min): VU027793.D (-2850) (-) m/z 67.10 100.00%
g7 95
81
5000 41 55 109
124

Al Ll ‘ ‘ | 10.00 10.20 10.40 10.60
'""""""""II!"'I""l"!'i"'l'l"--|'-'=-'-|--"|""'l"'--|-- m/z 95.10  86.73%

m/z--> 10 20 30 40 50 70 90 100 110 120 130
Abundance #10650: Ethyhdenecycloheptane
67 95
5000
41 55 81 124 10.00 10.20 10.40 10.60

m/z 81.10 58.90%

27 | | 109
..,.1.5.3.,...‘1‘,....}1...,‘:...,..l‘l...‘.,....,‘.‘...,....‘,....,....,..
m/z--> 10 20 30 40 50 60 70 90 100 110 120 130
Abundance
o e )

96 ||||||||||||||||||||
10.00 10.20 10.40 10.60
5000 a m/z 109.10 44.14%
) 124
! 109
15
R B LA o e e e S e RS e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10719: Cyclopentane, (2-methyl-1-propenyl)-
a1 67 10.00 10.20 10.40 10.60
m/z 41.10 43.90%
81
5000 109
9% 124
m/z--> 10 70 80 90 100 110 120 130 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 32 (DEL) Alkane: Cyclicl0.49 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
10.49 1.33 ug/L 34403 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 62
2 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 62
3 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 50
4 2-Octene, 2,7-dimethyl- 140 C10H20 002050-81-9 49
5 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 47
Abundance Scan 2898 (10.491 min): VU027793.D (-2891) (-) m/z 69.10 100.00%
g9
41 55
5000 125
83
I o | 96 111 140 10.20 10.40 10.60 10.80
epeerr ettt el e L Tm/z 70.10  69.50%

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

Abundance #17999: 2-Octene, 2,6-dimethyl-
4 69
55
5000
29 10.20 10.40 10.60 10.80
m/z 41.10 59.70%
‘ | 83 1 140
..,....%4..‘;,....“...,.‘a..,...‘l,‘....,.H..,..?.7,....,‘....,.1.2.5.,....l....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69
e RS ma e S
10.20 10.40 10.60 10.80
5000 55 m/z 55.10 57.13%
43 83 140
29
97 111 125
wwmmmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6735: 1-Hexene, 3,3-dimethyl- R RmEEE RS S
69 10.20 10.40 10.60 10.80
m/z 125.10 51.45%
41 55
5000
83
27 97 112
SN A 1 OV S K N
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\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 Cyclohexanol, 4-sec-butyl- Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
10.70 1.12 ug/L 28942 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanol, 4-sec-butyl- 156 C10H200 006292-20-2 59
2 Cyclohexene, l-ethyl- 110 C8H14 001453-24-3 47
3 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 43
4 2,4-Nonadienal, (E,E)- 138 C9H140 005910-87-2 38
5 Cyclohexene, 1-butyl- 138 C10H18 003282-53-9 38
Abundance Scan 2963 (10.700 min): VU027793.D (-2954) (-) m/z 81.10 100.00%
g1
41 55 69 109
5000 f\}\
95 L SR AN B
‘ | | ‘ h ||| I 125 138 10,40 10.60 10.80 11.00
i et JLJ““”H”.4””“¢w.”w””“”.“. m/z 109.10 67.71%

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

Abundance #28290: Cyclohexanol, 4-sec-butyl-
81
5000 109
57 6 10.40 10.60 10.80 11.00
0 ! m/z 55.10 66.25%
2 ‘ ‘ 96 s B
Y O N O -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
I R RN m e
10.40 10.60 10.80 11.00
5000 m/z 41.05 63.56%
67
41 110
27 53 95

mmmwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #5936: Cyclohexene, 3-ethyl- A RER R R aEEaE S e

81 10.40 10.60 10.80 11.00

m/z 69.10 62.25%
5000
41 67
110
A A
..,....,...‘a‘,....i....,‘.‘l‘.‘.,..‘al‘,...‘.}....,..‘..,....,....,....,....,....,....,..

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Cyclohexane, 1,3-dimethyl-2_.._. Concentration Rank 60

R.T. EstConc Area Relative to ISTD R.T.
10.77 0.63 ug/L 16247 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 020348-74-7 58

2 m-Menth-6-ene, (R)-(+)- 138 C10H18 013837-70-2 53
3 (62)-Nonen-1-ol 142 C9H180 035854-86-5 53
4 3,5-Octadiene, 2,7-dimethyl-, (E... 138 C10H18 055682-64-9 49
5 Cyclohexene,1-(2-methylpropyl)- 138 C10H18 003983-03-7 47
Abundance Scan 2985 (10.771 min): VU027793.D (-2973) (-) m/z 95.10 100.00%
95
82
67 109
138
5000
123 I\
| Wil 10.40 10,60 10.80 11.00
N | | PR A - L MR NN AN M m/z 82.00 81.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10727: Cyclohexane, 1,3-dimethyl-2-methylene-, trans-
67
109
5000 81
41 95 10.40 10.60 10.80 11.00
‘ 124 m/z 67.05 77.07%
”I}?I”jM”'dw”'”U'PJ”P'LM“'WM'W'“'P”'P'”I””I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
g P
1040 10.60 10.80 11.00
5000 m/z 109.10 72 .19%
68
41 s 138
27 109 123
wmmmmmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19949: (62)-Nonen-1-ol
4 67 10.40 10.60 10.80 11.00
0
55 e 95 m/z 81.10 70.71%
5000
31
124
18\”\\\w75w1°9\142 VALY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1040 10.60 10.80 11.00

SOMUTR102418WMA.M Mon Oct 29 08:55:53 2018

Page: 36



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 36 (DEL) Alkane: Cyclicl0.86 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
10.86 1.15 ug/L 29601 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decene 140 C10H20 000872-05-9 68
2 cis-3-Decene 140 C10H20 019398-86-8 53
3 4-Decene 140 C10H20 019689-18-0 53
4 4-Octene, 2,6-dimethyl-, [S-(BE)]- 140 C10H20 062960-76-3 38
5 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 35
Abundance Scan 3013 (10.861 min): VU027793.D (-3004) (-) m/z 55.10 100.00%
70
41
81
5000 97
125 A VAR
109 | 1‘|‘° 103 10.60 10.80 11.00 11.20
Ll Tw/z 70.10 84.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17935: 1-Decene
4
55
70
5000 29
10.60 10.80 11.00 11.20
83 o m/z 69.10 83.27%
111
SR I O I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41 55
69
10.60 10.80 11.00 11.20
5000 m/z 41.05 74.87%
29 140
84 97
. 111
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17932: 4-Decene
55 10.60 10.80 11.00 11.20
m/z 81.10 60.00%
41 69
5000
140
83 97
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA_M
Quant Title : TRACE VOA SOM01.0

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 Benzene, tert-butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.10 5.38 ug/L 138767 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, tert-butyl- 134 C10H14 000098-06-6 94
2 Benzene, tert-butyl- 134 C10H14 000098-06-6 91
3 p-Cymene 134 C10H14 000099-87-6 72
4 o-Cymene 134 C10H14 000527-84-4 72
5 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 68
Abundance Scan 3087 (11.099 min): VU027793.D (-3067) (-) m/z 119.10 100.00%
119
91
5000
41 51 77 134 RN N BN B
| 65 I 103 10.80 11.00 11.20 11.40
rerprrre e e e - mZz 91.10  75.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14831: Benzene, tert-butyl- A
A

5000

10.I80 ll.IOO 11.20 11.40
m/z 134.10 22.58%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
10.80 11.00 11.20 11.40
5000 91 m/z 41.05 19.32%
41 134
51 77
27
15 65 103 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14809: p-Cymene

10.80 11.00 11.20 11.40
m/z 77.10 15.33%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 38 unknown-03 Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
11.15 0.70 ug/L 17977 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001879-07-8 43
2 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 43
3 5,7-Dimethyloctahydrocoumarin 182 C11H1802 1000109-81-5 35
4 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 30
5 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 27
Abundance Scan 3103 (11.150 min): VU027793.D (-3096) (-) m/z 69.10 100.00%
55 9 81
® 1
41
5000
138
I | 12|3 || 10.80 11.00 11.20 11.40
e B R R m/z 81.10 84.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17005: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, cis-
81 95
68
5000 41 > //IV\'IIII
138 10.80 11.00 11.20 11.40

100 123 m/z 55.05  82.15%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81
1

10.80 11.00 11.20 11.40

95

5000 67 m/z 95.10 73.35%
39 110
27 53
14
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 j’\
Abundance #46980: 5,7-Dimethyloctahydrocoumarin e B AR
41 55 95 10.80 11.00 11.20 11.40
m/z 111.05 66 .36%
110
5000 69 8!
123 138
SN V| TN PR Y Y P ..L,..l?? 164 ..ﬁ8?.
m/z--> 20 40 60 80 100 120 140 160 180 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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, (2-methylpropyl)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.29 20.54 ug/L 529433 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 94
2 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 90
3 Benzene, butyl- 134 C10H14 000104-51-8 87
4 Benzene, butyl- 134 C10H14 000104-51-8 86
5 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 72
Abundance Scan 3146 (11.289 min): VU027793.D (-3128) (-) m/z 91.10 100.00%
o
5000
134 Y | W B —
a3 5 8 1s | 11,00 11.20 11.40 11.60
e et el 203 12124 L 77 9210 52.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14850: Benzene, (2-methylpropyl)-
91
5000 L SRR ML B SUME
11.00 11.20 11.40 11.60
65 134 m/z 134.10 22.99%
15 27 3% 5lgg 77 | 103 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
91
11,00 11.20 11.40 1160 _
5000 m/z 65.10 13.67%
134
43
27 5158 °° 77 105 115
wwwmmmmmwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14825: Benzene, butyl- SMMBYA SURI It SIS SIS
g1 11.00 11.20 11.40 11.60

m/z 43.10 10.96%

5000
134

27 39 51 __ 65 105
o tsgy T8 98> 115 126

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 Bicyclo[2.2.1]heptane, 1,7,... Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
11.60 0.60 ug/L 15484 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]heptane, 1,7,7-tri... 138 C10H18 000464-15-3 86
2 Cyclohexene, 3-methyl-6-(1-methy... 138 C10H18 005256-65-5 74
3 Cyclohexene, 1-methyl-3-(1-methy... 138 C10H18 013828-31-4 53
4 Norbornane, 2-isobutyl- 152 C11H20 018127-14-5 53
5 Cyclopentene, 1-isopropyl-2,3-di... 138 C10H18 007712-73-4 49
Abundance Scan 3243 (11.601 min): VU027793.D (-3236) (-) m/z 95.10 100.00%
g5
5000
81
123
a5 o 138 11.20 11.40 11.60 11.80 12.00

e w/z 8l.10 29.82%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #16971: Bicyclo[2.2.1]heptane, 1,7,7-trimethyl-
95
5000
a 81 125 11.20 11.40 11.60 11.80 12.00
5 67 138 m/z 123.20 23.04%
‘ \‘ ‘\ ! | 109
IIIIIIIIIIIII‘IIIIIIIIIIIIIIIII‘I‘IIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIII
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95
11.20 11.40 11.60 11.80 12.00
5000 m/z 67.00 20.91%
81
67
55 138
41 123
21 109
B B AR B o R RA RS S o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16981: Cyclohexene, 1-methyl-3-(1-methylethyl)-
95 11.20 11.40 11.60 11.80 12.00
m/z 55.05 19.89%
5000
B B B B Ra B B e L A RRARaRnas A B A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 Benzene, 1,2-diethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.98 2.34 ug/L 60232 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 95
2 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94
3 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 93
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 93
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 90
Abundance Scan 3361 (11.980 min): VU027793.D (-3347) (-) m/z 105.10 100.00%
105 419
5000 91 134
77
39 &1 65 11.60 11.80 12.00 12.20

..,....,....,....','....,'.-..--.,.-.'..,...|!',....-,:~...,.|!!.,..L.:....,..-..,.. m/z 119.10 82.60%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14837: Benzene, 1,2-diethyl-
105 119
5000 91 134

11.60 11.80 12.00 12.20

77 m/z 134.10 43.48%
15 27 39 51 65 ‘ ‘
..“.u.,.”hq...“....ﬁw”u,NJ.W..aH,”..,w.gﬁahl.“.M.l.}%z..h.,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
A e R
11.60 11.80 12.00 12.20
5000 134 m/z 91.10 40.88%
91
i
39
15 27 °1 55 65 98 127
wwwmmmmmm
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 77.10 24 .58%
5000 134
91
i
41 51 65
e oo S M ML A2T L
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\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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, 1l-methyl-4-propyl- Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
12.05 0.59 ug/L 15232 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 72
2 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 68
3 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 64
4 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 64
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 64
Abundance Scan 3383 (12.051 min): VU027793.D (-3375) (-) m/z 105.10 100.00%
105
5000
134
39 5159 69 7 @1 115 143 11.80 12.00 12.20 12.40

e b R L Tm/z 134.10  21.35%
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 |||||||||||/\|||||||||||/|‘
11.80 12.00 12.20 12.40
77 134 m/z 77.10 13.99%
15 27 3% 51 6 % s
T T T T T T T o e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
11.80 12.00 12.20 12.40
5000 m/z 79.10 10.46%
i 134
27 39 Sl g3 91 115

wmwmﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14854: Benzene, 1-methyl-4-propyl-
5

11.80 12.00 12.20 12.40
m/z 106.00 10.23%

5000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 Benzene, (l1-ethylpropyl)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.23 3.12 ug/L 80410 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (l-ethylpropyl)- 148 C11H16 001196-58-3 90
2 Benzene, (l-ethylpropyl)- 148 C11H16 001196-58-3 64
3 2-Butanone, 4-phenyl- 148 C10H120 002550-26-7 50
4 Benzene, (1-nitropropyl)- 165 C9H11NO2 005279-14-1 49
5 Benzene, pentyl- 148 C11H16 000538-68-1 43
Abundance Scan 3439 (12.231 min): VU027793.D (-3421) (-) m/z 91.10 100.00%
o
105 ? 7
5000
119
148
4 5 g5 133 12.00 12.20 12.40 12.60

bbbl b | M7z 105.10 66 80%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22781: Benzene, (1-ethylpropyl)-
a1
5000
119 12.00 12.20 12.40 12.60
m/z 119.10 33.68%
77 148
27 41 51 qs | | 104 |
L 1l l I N L 1 i
T T T e e T e e R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
91
119 12.00 12.20 12.40 12.60
5000 m/z 148.10 24.20%
148
41
15 27 51 65 77 103 128
Wwwwmmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22635: 2-Butanone, 4-phenyl-
105 148 12.00 12.20 12.40 12.60
91 m/z 77.00 13.54%
5000 43
i
133
51
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\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 Adamantane Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.30 2.66 ug/L 68634 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane 136 C10H16 000281-23-2 98
2 Adamantane 136 C10H16 000281-23-2 95
3 Adamantane 136 C10H16 000281-23-2 92
4 Bicyclo[3.3.1]non-2-en-9-one 136 C9H120 004844-11-5 46
5 Bicyclo[3.3.1]non-6-en-2-o0one 136 C9H120 022482-58-2 45

Abundance Scan 3461 (12.301 min): VU027793.D (-3449) (-) m/z 136.10 100.00%

136

79 93

5000

o Al
LI B B

12.00 12.20 12.40 12.60
m/z 93.10 66.06%

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

Abundance #15683: Adamantane
136
93
79
5000
12.00 12.20 12.40 12.60
41 67 m/z 79.10 65.85%
27 53 ‘ 107 121
.w}?,nﬁpujpnwﬂmwnm, M‘..HAW.JHHHJ””....HWH.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
136
79
93 12.00 12.20 12.40 12.60
5000 m/z 133.10 60.23%
39 67
27 53 107 121

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15684: Adamantane

136 12.00 12.20 12.40 12.60
m/z 41.05 45.00%

5000 9 B
41 67
27 53 107 121 j\
s A 8 Al N |

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\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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, (1,1-dimethylpropyl)- Concentration Rank 67

R.T. EstConc Area Relative to ISTD R.T.
12.36 0.57 ug/L 14763 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 83
2 Benzene, (l-ethylpropyl)- 148 C11H16 001196-58-3 83
3 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 80
4 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 80
5 Benzene, l-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 78

Abundance Scan 3479 (12.359 min): VU027793.D (-3471) (-) m/z 119.10 100.00%
119
91
5000
41 51 g5 77 103 | 1T8 12.00 12.20 12.40 12.60
S M SN Y AR THASS NN RS 8 N I—— m/z 91.00 65.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22805: Benzene, (1,1-dimethylpropyl)-
119

5000
12.00 12.20 12.40 12.60

m/z 117.00 16.28%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
91
119 12.00 12.20 12.40 12.60
5000 m/z 148.20 15.05%
148
41
15 27 51 65 77 103 128

Wwwmwmmmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22804: Benzene, (1,1-dimethylpropyl)-
119

12.00 12.20 12.40 12.60
m/z 115.00 10.43%

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\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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-methylbutyl)- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.40 2.16 ug/L 55783 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methylbutyl)- 148 C11H16 002719-52-0 94
2 Benzene, (1-methylbutyl)- 148 C11H16 002719-52-0 91
3 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 90
4 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 83
5 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 80
Abundance Scan 3492 (12.401 min):vu02779:3).D(-3484) ) m/z 105.05 100.00%
105
5000
39 51 g5 gﬁ s 133 1T8 12.00 12.20 12.40 12.60 12.80
e el il e e || m/Zz 148.15 15.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22787: Benzene, (1-methylbutyl)-
105
5000
12.00 12.20 12.40 12.60 12.80
m/z 91.10 15.53%
27 7 9 148
i 3\9 ?\1 65 Ly ‘ ull 115 133
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
12.00 12.20 12.40 12.60 12.80
5000 m/z 77.00 12 .29%
91 148
15 27 39 s g5 77 15 133

Wmmmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22801: Benzene, (1,2-dimethylpropyl)-
105

12.00 12.20 12.40 12.60 12.80
m/z 106.10 11.38%

5000

148
27 39 51 115123131

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 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 48 unknown-04 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.49 1.34 ug/L 34505 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sarcosine, N-(4-methoxybenzoyl)-... 251 C13H17N0O4 1000321-41-9 43
2 1-n-butyladamantane 192 C14H24 014449-41-3 38
3 1-Ethyl-1(1-cyclobutylidenethyl)... 164 C12H20 1000215-13-7 38
4 3-(1-Adamantyl)sydnone 220 C12H16N202 1000140-20-2 38
5 1-Adamantyl methyl ketone 178 C12H180 001660-04-4 38
Abundance Scan 3520 (12.491 min): VU027793.D (-3511) (-) m/z 135.10 100.00%
7 135
5000
" 93 267
| | ‘ 107 | 150 191 207 251 12.20 12.40 12.60 12.80
|""||'|"'I'” A, |"".I'.|.|.'..'|..|. ||"|"|"" L N m/z 73.10 96 _09%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #102965: Sarcosine, N-(4-methoxybenzoyl)-, ethyl ester
135
5000 AR PR BARA BUARAN SR
12.20 12.40 12.60 12.80
051 m/z 93.10 31.78%
29 42 64 77 9210710 | 157 178 206 d
miz-> 20 40 60 85 160 120 140 160 180 200 220 240 260
Abundance
135
12.20 12.40 12.60 12.80
5000 m/z 267.00 27 .69%
s 79 93, 150
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #33782: 1-Ethyl-1(1-cyclobutylidenethyl)cyclobutane T e
135 12.20 12.40 12.60 12.80
m/z 133.10 24 .18%
5000
79 93
55 164
“ “ 107121 ‘ 149 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.54 20.36 ug/L 524699 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 95
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
Abundance Scan 3535 (12.539 min): VU027793.D (-3523) (- m/z 131.10 100.00%
131
5000
91
9 51 63 77 105 115 1T6 12.20 12.40 12.60 12.80
e et el e - m/z 91.05 21.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
o1 12.20 12.40 12.60 12.80
115 146 m/z 115.10 16.40%
g om o w7 e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
12.20 12.40 12.60 12.80
5000 m/z 146.20 13.99%
91
mmmmmwm
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 12.20 12.40 12.60 12.80
m/z 132.10 10.95%
5000
146
7P A e o T ows)
| do I 1 A Jh N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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, 1l-methyl-4-(1-meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.62 5.53 ug/L 142574 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 81
2 o-Cymene 134 C10H14 000527-84-4 64
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 64
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 59
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 53
Abundance Scan 3560 (12.620 min): VU027793.D (-3549) (-) m/z 119.10 100.00%
119
105
91
5000 148
a1 g 65 I | 12,40 12.60 12.80 13.00
[T O T <

"'I""I""I""I""lll""ll""I'I'I'l"l""l""l""I""I"”I""I""I""II"" m/z 105.10 67.97%

m/z--> 0O 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

12.40 12.60 12.80 13.00
m/z 91.10  49.34%

91 148
27 s 65 77 T 1P| g
T T T P e T T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 148.20 36.14%
134
91
27 4 51 65 77 103
Tmmmmmwmﬁr
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 92.10 25.66%
5000
134
91 105
27 39 51 65 77
rrrererrborrrderrrrirereeereribte bbb e e
m/z--> 0 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\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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, 1,3-dimethyl-5-(1-... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
12.72 0.66 ug/L 17118 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 74
2 Benzene, l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 72
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 72
4 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 64
5 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 59
Abundance Scan 3591 (12.719 min): VU027793.D (-3581) (- m/z 133.10 100.00%
133
5000
105 148
39 5 63 77 o | 1755 12.40 12.60 12.80 13.00
.w””,””“”.phw””,wnpuwm.¢””“unpﬁh.nJH”m”.u”w. m/z 148.20 22 .80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22824: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133
5000
12.40 12.60 12.80 13.00
91 105 148 m/z 105.10 17.93%
27 39 51 g5 77 115
"I']'-?'I""'I""i"'"ih""I"l"'l""ﬂl""‘I*""I""“I"‘m‘l""I"l"l""‘l""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
133
12.40 12.60 12.80 13.00
5000 m/z 117.00 11.36%

148
119

15 27 39 s g5 77 91 1%

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

Abundance #22764: 3,4-Dimethylcumene

133 12.40 12.60 12.80 13.00

m/z 115.00 9.13%
5000
148
7 4 51 g5 77 9 1001
..,.1..5.,...‘.,....,‘....,‘.‘..a,.‘a‘..,...‘.‘,....,.‘...,.‘.‘..,..‘:‘a‘,....,‘.l..,....‘,....,.

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\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.79 3.03 ug/L 78177 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 93
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
4 Benzene, l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 90
5 Benzene, l-methyl-3-(1-methyl-2-_._. 146 C11H14 052161-57-6 90
Abundance Scan 3613 (12.790 min): VU027793.D (-3603) (-) m/z 131.10 100.00%
5000
91 115 146
39 51 g5 17 105 | 122, | 12.40 12.60 12.80 13.00 13.20
e i el el 22 Tm/Zz 146.10 0 24.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131
5000
146 12.40 12.60 12.80 13.00 13.20
91 115 m/z 91.10 24 .92%
27 39 51 g3 103
||||||‘||||||‘|||||i‘|‘|||||‘l‘||7|0|||‘|||8|4:||||||||‘||| ”‘l‘l ”” l||||8|l‘|‘||||||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
146 12.40 12.60 12.80 13.00 13.20
5000 o1 m/z 133.10 23.63%
115
27 39 53 65 7., 103
mmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 12.40 12.60 12.80 13.00 13.20
m/z 115.05 21.75%
146
5000
a 115
o & A 5
s T e e e 1o 1 1o Tl | | a0 120 1280 12100 1o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 54 Benzene, (2-methyl-1-butenyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.92 9.76 ug/L 251645 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90

Abundance Scan 3653 (12.919 min): VU027793.D (-3632) (-) m/z 131.10 100.00%
131
5000
91 115 146
39 51 63 77 103 12.60 12.80 13.00 13.20
.,....,....',....,'....,.':'..,...':,....-,|....,.-.'..,..|!'.-,...-!|,-.|...,..'.'.,....1,‘?.2..,. m/z 146.10 28.05%
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131
146
5000 a1
12.60 12.80 13.00 13.20
115 m/z 91.10 24 .51%
3 s 6 T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
146 12.60 12.80 13.00 13.20
5000 m/z 115.10 23.13%
a 115
51 65 77 105
Twwmmmmwmm
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131 12.60 12.80 13.00 13.20
146 m/z 129.10 13.22%
5000 o1
39 51 65 77 105 115
S S RN S M A T N
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 55 2,2-Dimethylindene, 2,3-dih... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.00 3.61 ug/L 93015 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 95
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 Cl11H14 017059-48-2 91
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 Cl11H14 027087-54-3 91
Abundance Scan 3678 (12.999 min): VU027793.D (-3666) (-) m/z 131.10 100.00%
5000
91 115 146
39 51 g4 17 103 | 12.60 12.80 13.00 13.20 13.40
ettt el et el | mM/Zz 146.20 24 86%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131
5000
5 12.60 12.80 13.00 13.20 13.40
. o1 15 14 m/z 91.10 22.37%
27 51 77
OV S O [
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
146 12.60 12.80 13.00 13.20 13.40
5000 m/z 115.10 18.76%
a 115
51 65 77 105
Wmmmmmm
m/z--> 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 12.60 12.80 13.00 13.20 13.40
m/z 129.10 12.22%
5000
146
27 39 51 91 115
oo e 98308 122 1238
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102418\
Data File : VU027793.D

Acq On : 24 Oct 2018 18:36

Operator : MD/SY

Sample - J5599-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102418WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Sulfur dioxide 1.33 -8 ug/L 72357 5.89 95064 .
(DEL) Alkane: Str... 2.71 -1 ug/L 59190 5.89 95064 .
(DEL) Alkane: Str... 3.85 -5 ug/L 28092 5.89 95064 .
(DEL) Alkane: Str... 3.99 -8 ug/L 72695 5.89 95064 .
(DEL) Alkane: Str... 4.73 -4 ug/L 64508 5.89 95064 .
(DEL) Alkane: Str... 5.08 -3 ug/L 158236 5.89 95064 .
(DEL) Alkane: Str... 5.49 -0 ug/L 19185 5.89 95064 .
(DEL) Alkane: Cyc... 6.39 -8 ug/L 34334 5.89 95064 .
(DEL) Alkane: Str... 6.53 -5 ug/L 9564 5.89 95064 .
(DEL) Alkane: Cyc... 6.74 -1 ug/L 58800 5.89 95064 .
(DEL) Alkane: Str... 7.05 -8 ug/L 15263 5.89 95064 .
(DEL) Alkane: Cyc... 7.43 -7 ug/L 13086 5.89 95064 .
Cycloheptane, bromo- 7.71 .0 ug/L 24570 9.09 123681 -
(DEL) Alkane: Cyc... 7.92 -5 ug/L 61332 9.09 123681 .
(DEL) Alkane: Cyc... 8.11 -5 ug/L 13268 9.09 123681 .
(DEL) Alkane: Cyc... 8.49 -7 ug/L 16664 9.09 123681 .
(DEL) Alkane: Cyc... 8.65 -3 ug/L 55898 9.09 123681 .
(DEL) Alkane: Cyc... 8.85 -1 ug/L 28028 9.09 123681 .
(DEL) Alkane: Cyc... 9.25 -8 ug/L 18935 9.09 123681 .

9.09 123681
9.09 123681

Bicyclo[3.2.1]octane 9.36
Bicyclo[2.2_.2]octane 9.48

ug/L 210066
ug/L 26239

OWOUIOFRL,NONWONOOOUIFRPFOFREFNNRFEPEPNONOPFRPROOFRPRNOONRFPROOWORPFPOWWE WW
OO~NUBRWNONRFRPOWOUNRPRPORPWORNWWORORPRUIOFR WNOIOIONORUIOO WHAOWOOA 0
c
«Q
N
[

WWWWWWWWWWWWWWWWWWWWWNNNNNNNNNNNNNNNNRRRPRPRPRPRPRRREREER

©

o

©
[QEONEOEONONOGEOGEOGEONOEOEOEOEOEOEONONONOGEGEOEOQREOROROEONEONEONEONONOGEOGNONO RO RO RO NG NN NN N N6 Ne N6 Né) N N
ejeolololololololololojojooNololololololololooooNolololololololololooloolololololololololoNe]

Cyclohexene, l-et... 9.57 -9 ug/L 23223 9.09 123681 -
1-Decyne 9.75 -4 ug/L 181975 9.09 123681 .
(DEL) Alkane: Cyc... 9.81 -6 ug/L 15189 9.09 123681 .
unknown-01 9.91 56250 123681

unknown-02 10.05 -3 ug/L 32989 9.09 123681 .
4-Nonyne 10.12 -2 ug/L 28939 9.09 123681 .
1H-Indene, octahy... 10.21 -4 ug/L 59354 9.09 123681 .
Ethylidenecyclohe... 10.38 -9 ug/L 75228 11.48 128877 .
(DEL) Alkane: Cyc... 10.49 -3 ug/L 34403 11.48 128877 .
Cyclohexanol, 4-s... 10.70 -1 ug/L 28942 11.48 128877 .
Cyclohexane, 1,3-... 10.77 -6 ug/L 16247 11.48 128877 .
(DEL) Alkane: Cyc... 10.86 -1 ug/L 29601 11.48 128877 .
Benzene, tert-butyl- 11.10 -4 ug/L 138767 11.48 128877 .
unknown-03 11.15 -7 ug/L 17977 11.48 128877 .
Benzene, (2-methy... 11.29 20.5 ug/L 529433 11.48 128877 .
Bicyclo[2.2.1]hep... 11.60 -6 ug/L 15484 11.48 128877 .
Benzene, 1,2-diet... 11.98 -3 ug/L 60232 11.48 128877 .
Benzene, l-methyl... 12.05 -6 ug/L 15232 11.48 128877 .
Benzene, (l1-ethyl... 12.23 -1 ug/L 80410 11.48 128877 .
Adamantane 12.30 -7 ug/L 68634 11.48 128877 .
Benzene, (1,1-dim... 12.36 -6 ug/L 14763 11.48 128877 .
Benzene, (1-methy... 12.40 -2 ug/L 55783 11.48 128877 .
unknown-04 12.49 -3 ug/L 34505 11.48 128877 .
1H-Indene, 2,3-di... 12.54 20.4 ug/L 524699 11.48 128877 .
Benzene, l-methyl... 12.62 -5 ug/L 142574 11.48 128877 .
Benzene, 1,3-dime... 12.72 -7 ug/L 17118 11.48 128877 .
1H-Indene, 2,3-di... 12.79 -0 ug/L 78177 11.48 128877 .
Benzene, (2-methy... 12.92 -8 ug/L 251645 11.48 128877 .
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2,2-Dimethylinden... 13.00 3.6 ug/L 93015 3 11.48 128877 5.0
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