LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample : J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 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_V\METHOD\SOMVTRO70718WMA _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

1.029 28 43 66 rBvV 3300241 3923939 31.02% 3.392%
1.308 123 130 153 rVB3 262129 426857 3.37% 0.369%
236 252 rVB 1452661 1766003 13.96% 1.526%
2.157 378 394 424 rVB2 436719 1005764 7.95% 0.869%
2.527 495 509 528 rBV 1954941 3949417 31.22% 3.414%
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2.794 576 592 629 rVB 2766011 5394685 42.64% 4.663%
3.581 816 837 856 rBV 460605 1204144 9.52% 1.041%
877 893 rvvV 1116863 2903661 22.95% 2.510%
3.810 893 908 926 rvVv 901852 2262027 17.88% 1.955%
3.938 926 948 994 rvB3 301862 1285689 10.16% 1.111%
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11 4.456 1076 1109 1145 rBV2 626085 2088391 16.51% 1.805%
12 4.729 1176 1194 1205 rBV 778555 1876540 14.83% 1.622%
13 4.816 1205 1221 1249 rVB 3136225 7777290 61.47% 6.722%
14 4.999 1252 1278 1295 rBV 670526 1794510 14.18% 1.551%
15 5.102 1295 1310 1323 rBV2 348403 797910 6.31% 0.690%

16 5.228 1334 1349 1354 rBV2 1153602 2383611 18.84% 2.060%
17 5.286 1355 1367 1384 rVV 4862316 12651422 100.00% 10.936%
18 5.372 1384 1394 1429 rVB 479721 1098932 8.69% 0.950%
19 5.671 1472 1487 1513 rBV 378064 752116 5.94% 0.650%
20 6.128 1614 1629 1631 rBV3 221633 341404 2.70% 0.295%

21 6.179 1634 1645 1657 rVvV2 945374 2191392 17.32% 1.894%
22 6.244 1657 1665 1674 rVvVv 251935 491445 3.88% 0.425%
23 6.302 1674 1683 1691 rVvVv 335664 672642 5.32% 0.581%
24 6.356 1691 1700 1711 rVvVv 415739 878895 6.95% 0.760%
25 6.411 1711 1717 1731 rVvVv2 88875 169934 1.34% 0.147%

26 6.507 1732 1747 1762 rVB4 123158 292068 2.31% 0.252%
27 6.700 1788 1807 1827 rBV 3120305 6204474 49.04% 5.363%
28 6.826 1828 1846 1859 rBV 4714209 9592250 75.82% 8.291%
29 6.884 1859 1864 1874 rVB2 196652 318838 2.52% 0.276%
30 7.035 1897 1911 1919 rBV 148152 282080 2.23% 0.244%

31 7.083 1919 1926 1936 rVvVv 113312 213575 1.69% 0.185%
32 7.308 1982 1996 2004 rBV3 378193 739630 5.85% 0.639%
33 7.363 2005 2013 2027 rVB 430269 782890 6.19% 0.677%
34 7.491 2042 2053 2069 rBV3 122524 271843 2.15% 0.235%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample : J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 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_V\METHOD\SOMVTRO70718WMA .M
TRACE VOA SOMO1.0

35 7.704 2111 2119 2140 rVB 225566 425896 3.37% 0.368%

36 7.835 2140 2160 2169 rBV2 109277 223848 1.77% 0.193%
37 8.141 2242 2255 2272 rBV 525665 963317 7.61% 0.833%
38 8.337 2307 2316 2326 rVv2 94430 153684 1.21% 0.133%
39 8.900 2480 2491 2506 rBvV 516678 849899 6.72% 0.735%
40 8.983 2508 2517 2528 rVV 110687 197805 1.56% 0.171%

41 9.157 2561 2571 2592 rVB5 81603 223901 1.77% 0.194%
42 9.527 2664 2686 2702 rBV6 66014 220113 1.74% 0.190%
43 9.980 2816 2827 2859 rBvV 302558 532382 4.21% 0.460%
44 10.269 2905 2917 2934 rVB2 171233 372096 2.94% 0.322%
45 10.401 2948 2958 2971 rBVY 283846 461480 3.65% 0.399%

46 10.784 3057 3077 3096 rBV4 74116 169790 1.34% 0.147%
47 10.916 3107 3118 3134 rBV 188657 304580 2.41% 0.263%
48 11.105 3157 3177 3180 rBVY 144095 243873 1.93% 0.211%
49 11.137 3181 3187 3200 rVB 367449 559287 4.42% 0.483%
50 11.301 3226 3238 3249 rBV 553702 862865 6.82% 0.746%

51 11.504 3291 3301 3313 rVB 286388 436120 3.45% 0.377%
52 11.581 3313 3325 3339 rVVv2 358984 675154 5.34% 0.584%
53 11.678 3340 3355 3377 rVB3 721907 1483486 11.73% 1.282%
54 11.797 3382 3392 3405 rBV 247982 388735 3.07% 0.336%
55 12.067 3460 3476 3482 rBV 490936 867172 6.85% 0.750%

56 12.099 3482 3486 3497 rVV2 360464 493512 3.90% 0.427%
57 12.170 3497 3508 3527 rVVv2 703814 1553820 12.28% 1.343%
58 12.247 3527 3532 3539 rVV 138678 201970 1.60% 0.175%
59 12.292 3539 3546 3554 rVV5 81841 168844 1.33% 0.146%
60 12.353 3556 3565 3577 rVB2 433742 704032 5.56% 0.609%

61 12.436 3579 3591 3593 rBV3 211994 297088 2.35% 0.257%
62 12.465 3594 3600 3612 rVB 554901 841129 6.65% 0.727%
63 12.604 3631 3643 3658 rVB 255623 395338 3.12% 0.342%
64 12.697 3661 3672 3676 rBV 145061 226777 1.79% 0.196%
65 12.739 3677 3685 3700 rVV3 322376 693434 5.48% 0.599%

66 12.813 3700 3708 3716 rVB 203828 293645 2.32% 0.254%
67 12.935 3734 3746 3756 rVV3 1282966 1994279 15.76% 1.724%
68 13.012 3764 3770 3777 rVB3 115495 148116 1.17% 0.128%
69 13.054 3777 3783 3797 rBV2 167826 294080 2.32% 0.254%
70 13.266 3827 3849 3858 rBV5 252905 626200 4._.95% 0.541%

71 13.324 3858 3867 3874 rBV2 644050 957529 7.57% 0.828%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample : J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 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_V\METHOD\SOMVTRO70718WMA_M

- TRACE VOA SOMO1.0

72 13.388 3874 3887 3893 rVV3 474308 1031024 8.15% 0.891%
73 13.424 3893 3898 3905 rVB 358149 463995 3.67% 0.401%
74 13.539 3923 3934 3945 rBV3 274477 536275 4.24% 0.464%
75 13.600 3945 3953 3964 rVvv2 259955 450747 3.56% 0.390%

76 13.665 3964 3973 3987 rVB3 525374 864766 6.84% 0.747%
77 13.761 3987 4003 4015 rBvV4 767004 1629000 12.88% 1.408%
78 13.829 4016 4024 4033 rVB4 236113 394093 3.12% 0.341%
79 13.964 4055 4066 4082 rVB4 260473 637985 5.04% 0.551%
80 14.073 4090 4100 4103 rBV7 101021 167374 1.32% 0.145%

81 14.144 4113 4122 4138 rBV3 412923 933009 7.37% 0.806%
82 14.288 4160 4167 4176 rVV 304974 458304 3.62% 0.396%
83 14.353 4177 4187 4199 rVB4 460539 875583 6.92% 0.757%
84 14.417 4200 4207 4218 rVB2 153107 239462 1.89% 0.207%
85 14.491 4219 4230 4245 rBV4 596443 1310162 10.36% 1.132%

86 14.629 4265 4273 4279 rBV3 145245 220343 1.74% 0.190%
87 14.671 4279 4286 4299 rVV2 269430 576907 4_56% 0.499%
88 14.745 4300 4309 4323 rVB4 368655 850017 6.72% 0.735%
89 14.819 4324 4332 4339 rBV3 162995 255202 2.02% 0.221%
90 14.890 4343 4354 4362 rBV 272618 479911 3.79% 0.415%

91 14.938 4363 4369 4375 rBV3 95685 147302 1.16% 0.127%
92 15.234 4448 4461 4470 rBV5 86874 183623 1.45% 0.159%
93 15.395 4498 4511 4528 rVB4 288551 729680 5.77% 0.631%
94 15.481 4528 4538 4553 rBV3 211844 397904 3.15% 0.344%
95 15.613 4572 4579 4584 rBV2 142953 214988 1.70% 0.186%

96 15.645 4584 4589 4599 rVB2 183936 284353 2.25% 0.246%
97 15.726 4601 4614 4624 rBV2 450047 852102 6.74% 0.737%
98 15.870 4650 4659 4668 rBV 531739 786746 6.22% 0.680%
99 15.980 4686 4693 4708 rBV3 85221 168291 1.33% 0.145%
100 16.099 4726 4730 4750 rVB2 146156 260506 2.06% 0.225%

Sum of corrected areas: 115691198
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VV006586.D

4000000

1.03
3000000 279

4.82

2000000 2.53

1.65

1000000

{ T
Time--> 1.00 1.50 2.00 2.50 3.00 3.50
Abundance TIC: VV006586.D

4000000

6.70
3000000

2000000

1000000

0‘. - VAN WA - ——o P N\ - - -
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VV006586.D
4000000
3000000
2000000
12.93
1000000}, , 5 13 76 s
o 123 1 65 3&»@513 135 ofoaag ax A 421 ? 84 1523 s 15@@-10
lk.-n ﬁfh R ) uﬂl AR T fRpe v X
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 6

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

2.53 26.26 ug/L 3949420 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 58
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 50

Abundance Scan 510 (2.530 min): VV006586.D (-495) (-) m/z 42.95 100.00%
a3
5000
71
55 86 220 2.40 2.60 2.80
O Sl A0 65 | TT P Tm/z 41.95  86.63%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1830: Butane, 2,3-dimethyl-
42
5000 III""I""I""/I\""I
7 220 2.40 2.60 2.80
27 m/z 40.95 35.45%

55 86
15 ‘\33 ‘ .49 65 ‘ 77 |
B L o o o o o O e B B BLALE N e s
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
43

220 2.40 2.60 2.80

5000 m/z 70.95 30.83%
27
15 71
1 37 49 *® & 77 86
s a0 2 L mama i s
m/z--> 0 10 20 30 40 50 60 70
Abundance #1832: Butane, 2,3-dimethyl-
43 220 2.40 2.60 2.80

m/z 38.90 13.59%
5000

07 71
15 | 3l 55 6o | 86

m/z--> 0 10 20 30 40 50 60 70 80 90 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

2.79 35.86 ug/L 5394690 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 78
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78

Abundance Scan 591 (2.791 min): VV006586.D (-576) (-) m/z 56.95 100.00%
57
5000 4
71 86 240 260 2.80 3.00 3.20
Ol el 83 L TT P 96 "m/z 55.95  85.34%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29 USRI RN UL N
240 2.60 2.80 3.00 3.20
m/z 40.95 51.10%
15 51, 63 1 86
miz--> Tl % % 40 % 80 0 80 90 100
Abundance
57
29 41 240 260 2.80 3.00 3.20
5000 m/z 42.95 21.15%
15 71 86
mz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1826: Pentane, 3-methyl- e
57 240 2.60 2.80 3.00 3.20
m/z 38.90 11.24%
29 41
5000
1 s \ w 51 65 177 86
m/z--> ) 10 20 30 40 50 60 7'0 80 90 100 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 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_V\METHOD\SOMVTRO70718WMA .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 4 (DEL) Alkane: Straight-Chai...

Concentration Rank 15

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

3.58 8.01 ug/L 1204140 1,4-Difluorobenzene 5.67
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 74
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 72
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 64

Abundance Scan 837 (3.581 min): VV006586.D (-816) (-) m/z 57.00 100.00%
g7
5000 43 85 f? '*
3.20 3.40 3.60 3.80 4.00
69
SRS N N | LB s - PRS- RN m/z 43.00  49.06%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3995: Pentane, 2,2-dimethyl-
57
43
5000
85 3.20 3.40 3.60 3.80 4.00
29 m/z 85.00 47 .42%
"'I""I'%?'I'"Hll'?AI""?%HMII"'g?""I""I""I""
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
57
43 3.20 3.40 3.60 3.80 4.00
5000 85 m/z 56.00 41.78%
29
37 51 63 69 77 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3994: Pentane, 2,2-dimethyl-
57 3.20 3.40 3.60 3.80 4.00
43 m/z 40.90 35.79%
5000
29 85
---|2----|-:!-?-|---l|--??‘ii---?:!--‘-l|§$-§?--??|----|---:!'?O---- ‘WV—AM
m/z--> 0O 10 20 30 40 50 60 70 80 100 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

3.71 19.30 ug/L 2903660 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 94
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 64
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 59

Abundance Scan 877 (3.710 min): VV006586.D (-857) (-) m/z 56.95 100.00%
43 57
5000
85
69 3.40 3.60 3.80 4.00
e Sl L €3 89 77 ] er 100 s 99 . 13
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3988: Pentane, 2,4-dimethyl-
43 57
5000
85 3.40 3.60 3.80 4.00
29 m/z 55.95 57 .14%
15 \‘ 37M . 51 6369 77 | 100
miz--> 0 10 20 30 40 50 6 70 8 9 100
Abundance
43
57 3.40 3.60 3.80 4.00
5000 m/z 40.90 47 .99%
27 85
15 37 51 69 77 100
miz--> 0 10 20 30 40 50 6 70 8 9 100
Abundance #3998: Butane, 2,2,3-trimethyl-
57 3.40 3.60 3.80 4.00
43 m/z 85.00 32.09%
5000
29 85
15
S S N - = N A e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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: Cyclic3.81 Concentration Rank 10

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

3.81 15.04 ug/L 2262030 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 52
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 50

Abundance Scan 908 (3.810 min): VV006586.D (-893) (-) m/z 56.00 100.00%
56

-

5000 a1 69
84 3.40 3.60 3.80 4.00 4.20
37], 51|| 6165, 74 79 ' : ' : :
........,....,....,....,....,....,....,....,...!,.I:.,....,'..'..,:..,....,.!:.i....,....,...!,....,...., m/z 69.00 45.66%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1491: Cyclopentane, methyl-
56
5000 41
69 340 3.60 3.80 4.00 4.20
84 m/z 40.90 41.48%
27
15 | 31 37“\ 51H“ 6165 | 7377
P[P D P PP PP [ s
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 3.40 3.60 3.80 4.00 4.20
5000 m/z 55.00 24.37%
27
69
1 15 37 51 65 84
WFWTWTWTFWWTWFWWWFWTWTFWFWTFWWFWFWWW
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl-
56 340 3.60 3.80 4.00 4.20
27 m/z 41.95 17.46%
5000
42
84
.m“wnqnquqnquqnqnqnwhm“w“m:M“W“qnquwuhnquq
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 340 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 3

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

4.82 51.70 ug/L 7777290 1,4-Difluorobenzene 5.67
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 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 56

Abundance Scan 1222 (4.819 min): VV006586.D (-1205) (-) m/z 56.00 100.00%
56
43
5000 71
85 440 4.60 4.80 5.00 5.20
100
3l S0l es L7 Per 100 S 0 69 550
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3992: Pentane, 2,3-dimethyl-
43 56
5000
29 71 440 4.60 4.80 5.00 5.20
m/z 57.00 67.87%
15 “‘ 77 50| s | 77 % 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43 56
440 460 480 500 520
5000 m/z 40.90 51.41%
29 71
37 49 65 | 77 85 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3987: Pentane, 2,3-dimethyl-
43 56 440 4.60 4.80 5.00 5.20
m/z 71.00 44 _15%
5000 29
71
2 15 37 s0ll 65 77 8 100 /“\
miz--> 0 10 20 30 40 50 60 70 8 90 100 | | 440 460 480 500 5.20

SOMVTRO70718WMA .M Wed Jul 18 05:34:03 2018 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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: Cyclic5.00 Concentration Rank 11

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

5.00 11.93 ug/L 1794510 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 91
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 83
3 (2)-2-Heptene 98 C7H14 006443-92-1 35
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 30
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 27

Abundance Scan 1278 (4.999 min): VV006586.D (-1252) (-) m/z 55.95 100.00%
56 69
83
5000 41
08 460 4.80 500 5.20 5.40
...,....,....,....,....|-,!'...5,(-’.': |.,‘??~.'!,..7.7.','::..?1...:,.... m/z 68.95 83.89%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56
41 69
5000 83
4.60 4.80 500 5.20 5.40
27 m/z 54_.95 83.74%
s e 7 %8
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
56
4 69 83 460 4.80 500 5.20 5.40
5000 m/z 83.00 78 .46%
27
1 B 33 50 63 77 91 %
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3308: (2)-2-Heptene
41 56 460 4.80 500 5.20 5.40
m/z 40.90 46.75%
5000 69 98
27
s |||l sol ) e ‘
m/z--> 0 10 20 30 40 50 60 70 8 90 100 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 9 (DEL) Alkane: Cyclic5.23 Concentration Rank 9

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

5.23 15.85 ug/L 2383610 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 64
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 64
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 58
4 Octane, 3-methyl-6-methylene- 140 C10H20 074630-07-2 53
5 Hexanal, 3-methyl- 114 C7H140 019269-28-4 47

Abundance Scan 1350 (5.231 min): VV006586.D (-1334) (-) m/z 70.00 100.00%
70
56
5000 43
8 98 4.80 5.00 5.20 5.40 5.60
...,....,....,....,..??'-,!..?,0.': |.,‘??.-.|..?7.,-.|...?1...'.,...., m/z 55.95 53.12%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56 70
41
5000
480 500 520 5.40 5.60
27 83 o5 m/z 54.95  49.96%
R R SURI IULELL SULI I .F?%H '|§?""??|""|"' l|""
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
41 %
480 500 520 5.40 5.60
5000 m/z 42.95 49.18%
27 a3
98
1 5 33 50 63 77 91
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans-
a1 56 70 480 500 520 5.40 5.60
m/z 40.90 38.66%
5000
27
83 o8
S-S0 - P 0 A
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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: Straight-Chai... Concentration Rank 1

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

5.29 84.11 ug/L 12651400 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
4 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 72

Abundance Scan 1368 (5.289 min): VV006586.D (-1355) (-) m/z 57.00 100.00%
g7
5000
41 A\....” .
99 5.00 5.20 5.40 5.60
0 ...,....,....,....,....',|.|...5?..'.:,...‘??..7.6.,5.‘?..??...',....1,1.?..,. m/z 56.00 35.40%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57
5000
a1 5.00 520 5.40 5.60
29 m/z 40.90 21.20%
e S0 e e %
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
5.00 520 5.40 5.60
5000 m/z 43.00 11.63%
41
s 2 50 69 83 9
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7649: Hexane, 2,2-dimethyl-
57 5.00 5.20 5.40 5.60
m/z 99.00 7.12%
5000
s A
S N "0 2 Y S £V S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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: Cyclic5.37 Concentration Rank 17

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

5.37 7.31 ug/L 1098930 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 91
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
5 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 78

Abundance Scan 1393 (5.369 min): VV006586.D (-1384) (-) m/z 56.00 100.00%
5p 70
5000 41
98
83
5.00 520 5.40 5.60 5.80
...,....,....,....,....|',I'...5?.'! '.,(.3?.'!,'..??','.|...?1....,.... m/z 70.00  81.15%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3336: Isopropylcyclobutane
56
41
70
5000 27 R SRR RS AR
5.00 520 5.40 5.60 5.80
83 98 m/z 55.00 73.15%
"'I""I"'W"llh"'*kﬂ"éﬁu tlgg”*F"??lj"w""l""
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56
4 20 500 520 5.40 5.60 5.80
5000 m/z 40.90  48.87%
83
1 15 34 50, | 63 77 | 89
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3391: Cyclopentane, 1,2-dimethyl-
56 5.00 520 5.40 5.60 5.80
m/z 69.00 38.31%
41 70
5000
27 ‘ 83 98
"'I""I""I'"‘ngﬂ”‘ij"FP“l"Ig?'klu'??lﬂ"'?%"'l""
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 38

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

6.24 3.27 ug/L 491445 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 90
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
4 Heptane, 2-methyl- 114 C8H18 000592-27-8 72
5 Heptane, 2-methyl- 114 C8H18 000592-27-8 53

Abundance Scan 1664 (6.241 min): VV006586.D (-1657) (-) m/z 57.00 100.00%
57
43
5000
71 99
112 6.00 6.20 6.40 6.60
et 20 84 8 | Tm/z 43.00 75.26%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7637: Hexane, 2,5-dimethyl-
57
43
5000 99
6.00 6.20 6.40 6.60
71 s m/z 40.90 33.09%
S S« N7 S - R T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43 57
6.00 620 6.40 6.60
5000 m/z 99.00 27 .64%
27 71 99
2 15 50 || 64 | 78 85 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7648 Hexane, 2,5—dimethy|— |||||IIII|IIII|IIII|IA
43 57 6.00 6.20 6.40 6.60
m/z 71.00 24 . 77%
5000
27 71 99
112
'”I”'W?ﬁ'P'“I”'W'“'P'”I”'W'”'P'”I”'W'”'P'“I” RSN USRS RSN R L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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: Straight-Chai... Concentration Rank 29

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

6.30 4_.47 ug/L 672642 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 87
5 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 72

Abundance Scan 1682 (6.298 min): V\V006586.D (-1674) (-) m/z 57.00 100.00%
43 57 85
5000
71
6.00 6.20 6.40 6.60
...,....,....,....,....h!:.?ﬁ'.-.'.:,....'!..7.8,.11.,..9.6.,....,1.?‘.‘.,.. m/z 43.00 97.54%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7640: Hexane, 2,4-dimethyl-
43
57
J
5000 ISR SRR R L
85 6.00 6.20 6.40 6.60
29 - m/z 85.00 89.60%
---.-n-.----w--Uu-?ﬁﬂl=-?9-“=|~--N--~|-i--|~-9?--~|%%4-|~
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
57
6.00 6.20 6.40 6.60
5000 85 m/z 40.90 48 _.53%
29
71
2 15 50 ||, 64 78 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7642: Hexane, 2,4-dimethyl-
43 57 6.00 6.20 6.40 6.60
m/z 56.00 46 .59%
85
5000
29 71
15 | lsof | 99 1
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 19

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

6.36 5.84 ug/L 878895 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
2 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 72
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 50
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 50
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 40

Abundance Scan 1701 (6.359 min): VV006586.D (-1691) (-) m/z 57.00 100.00%
57
5000
41 IIIIIIIIIIIII|IIII|I
99 6.00 6.20 6.40 6.60
...,....,....,....,....',|.'..?P..'.:,...‘?,g....,?‘?..,....',....1,1.?..,. m/z 56.00 58.06%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7664: Pentane, 2,2,4-trimethyl-
57
5000
41 6.00 6.20 6.40 6.60
29 m/z 40.90 23.45%
99
e bl 20 84 TL 83| 413
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
6.00 6.20 6.40 6.60
5000 m/z 42.90 7.98%
41
29
2 15 50 69 77 85 99 119
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Butane, 2,2,3,3-tetramethyl- AR AL S L
57 6.00 6.20 6.40 6.60
m/z 54.95 6.60%
5000
41
29
S-S S NA) - Y0 - R N
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 15 (DEL) Alkane: Cyclic6.41

Concentration Rank 74

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

6.41 1.13 ug/L 169934 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 80
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 80
3 Cyclopentane, butyl- 126 C9H18 002040-95-1 64
4 2-Hexene, 3-methyl-, (2)- 98 C7H14 010574-36-4 38
5 Cyanamide, dimethyl- 70 C3H6N2 001467-79-4 32

Abundance Scan 1717 (6.411 min): VV006586.D (-1711) (-) m/z 69.00 100.00%
69
55
5000 41
83 98
6.00 6.20 6.40 6.60 6.80
...,....,....,....',!...,-.'!:.,6.2.~.|.,..??,.'...9,1..:!,....}1.2..., m/z 68.00 86.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3341: Cyclopentane, ethyl-
41 69
55
5000
27 6.00 6.20 6.40 6.60 6.80
98 m/z 70.00 62.15%
SN |1 O 2o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
69
AR LA RS AR R
41 6.00 6.20 6.40 6.60 6.80
5000 55 m/z 54.90 52.85%
27 98
15 49 63 77 88
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #11536: Cyclopentane, butyl-
1 69 6.00 6.20 6.40 6.60 6.80
55 m/z 40.90 41 .95%
5000 83
29 97
ot I el sl 7l o |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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: Cyclic6.51 Concentration Rank 53

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

6.51 1.94 ug/L 292068 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 87
2 Tridecane, 3-methylene- 196 C14H28 019780-34-8 72
3 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 68
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 64
5 Undecane, 3-methylene- 168 C12H24 071138-64-2 64

Abundance Scan 1748 (6.511 min): VV006586.D (-1732) (-) m/z 70.00 100.00%
70
55
5000
41
| 85 97 112 6.20 6.40 6.60 6.80
el el e m/z 54.95 62.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6792: Cyclopentane, 1,2,4-trimethyl-
70
55
5000
43 6.20 6.40 6.60 6.80
m/z 40.90 23.13%
27 ‘M | M 85 07 112
[ . ul |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
70
6.20 6.40 6.60 6.80
5000 41 55 m/z 68.95 22 .94%
29
83
15 97 111 126 139 153 167 181 196
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #6789: Cyclopentane, 1,2,4-trimethyl-
70 6.20 6.40 6.60 6.80
55 m/z 42.95 20.82%
5000
H \M\ . \ 83 9\7 12
mz> %0 4 60 8 10 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

6.70 41.25 ug/L 6204470 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 78

Abundance Scan 1807 (6.700 min): \V\VV006586.D (-1788) (-) m/z 42.95 100.00%
43 !
5000
55 PN 5 O 5 N
6.40 6.60 6.80 7.00
ot A9 L 68 Jly 77 83 1 or 14 "m/z 71.00 98.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Pentane, 2,3,4-trimethyl-
43 71
5000 RS SR L R
6.40 6.60 6.80 7.00
27 55 m/z 69.95 71.58%
15 || 37\M‘ ‘\\ 65 | 77 83 91 97 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
71 6.40 6.60 6.80 7.00
5000 m/z 40.95 25.71%
27 55
37 1. 49 65 ||, 77 83 97 114
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #3975: Pentane, 3-ethyl-
43 6.40 6.60 6.80 7.00
m/z 54.95 25.11%
5000 n
29 55
S ol e L e 10
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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: Straight-Chai... Concentration Rank 2

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

6.83 63.77 ug/L 9592250 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72
4 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 59
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59

Abundance Scan 1847 (6.829 min): V\V006586.D (-1828) (-) m/z 42.95 100.00%
43
71
5000
‘ | 99114 6.40 6.60 6.80 7.00 7.20
e el 2ok | m/Zz 71.00 75.76%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
6.40 6.60 6.80 7.00 7.20
m/z 70.00 63.78%
'I”"PU'""AI'”'I”'?ﬁ%}ﬁ'”'l”"P"W"”I'”' AR BARAS SRR BN
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
6.40 6.60 6.80 7.00 7.20
5000 m/z 57.00 54 _.60%
71
27
99
m@ﬁmﬁwﬁmﬁm
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7645: Hexane, 3,3-dimethyl-
43 6.40 6.60 6.80 7.00 7.20
m/z 85.00 47 .70%
71
5000
i \‘ \ ‘ 9\9
mz-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 | | 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 Pyrrolidine Concentration Rank 52

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

6.88 2.12 ug/L 318838 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrrolidine 71 CAHON 000123-75-1 72
2 3,4-Diethyl hexane 142 C10H22 019398-77-7 56
3 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 56
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50

Abundance Scan 1863 (6.880 min): \V\V006586.D (-1859) (-) m/z 70.00 100.00%
43 0
5000
55
97 114 6.60 6.80 7.00 7.20
..,....,....,....',I:..,..:'.,‘??..-:...f??..,...'.,....,.:..,....,....,....,. m/z 43.00 82.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #608: Pyrrolidine
43
70
5000 BB SRS SN U
6.60 6.80 7.00 7.20
28 m/z 71.00 62.71%
15 1L 35\‘H‘ 56 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 70
660 6.80 7.00 7.20
5000 57 m/z 54.95 28.78%
15 83 91 99 142
mmmmmwrmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6670: 1-Heptene, 4-methyl-
43 6.60 6.80 7.00 7.20
70 m/z 40.90 24 _.91%
5000 55
27
15 ||l el 8 g7 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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: Straight-Chai... Concentration Rank 63

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

7.08 1.42 ug/L 213575 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 83
2 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 72
3 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 72
4 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 43
5 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 39

Abundance Scan 1925 (7.080 min): V\V006586.D (-1919) (-) m/z 56.00 100.00%
56
5000 43 8
6.80 7.00 7.20 7.40
e prerr el S il 99 12 hyz 57.000 76.07%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7636: Hexane, 3,4-dimethyl-
56
43
5000 29
85 6.80 7.00 7.20 7.40
m/z 85.00 52.31%
2 15 ‘ N Y - 9 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
56
43 680 7.00 7.20 7.40
5000 85 m/z 43.00 45.62%
29
15 69 77 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7646: Hexane, 3,4-dimethyl- R e RRRaNEEE L
56 6.80 7.00 7.20 7.40
41 m/z 40.90 39.93%
5000 85
29
N T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 30

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

7.31 4_.35 ug/L 739630 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 50
2 2,4,4-Trimethyl-1-pentanol 130 C8H180 016325-63-6 50
3 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 50
4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 43
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 43

Abundance Scan 1997 (7.311 min): VV006586.D (-1982) (-) m/z 57.00 100.00%
q7
5000 o7
41 71
112 7.00 7.20 7.40 7.60
83
..,....,....,....',!'..?P.-..:,...-.'!....,.-:..,..~.:,....,!'...,.1.2.‘?,... m/z 56.00 46.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12712: Hexane, 2,2,5-trimethyl-
57
5000
7.00 7.20 7.40 7.60
41 71 m/z 54.95 35.62%
"|'%§'|'"fﬁ'"“JJ'A?V'“*|'"'ik"??""|""|""}}?“|""|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
7.00 7.20 7.40 7.60
5000 m/z 97.00 34._.70%
41
97
73
15 29 50 65 83 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12722: Hexane, 2,2,5-trimethyl-
57 7.00 7.20 7.40 7.60
m/z 40.95 30.24%
5000
41
29 71
e L | s es U3 gy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 (DEL) Alkane: Cyclic7.49 Concentration Rank 60

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

7.49 1.60 ug/L 271843 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,l1-dimethyl- 112 C8H16 000590-66-9 94
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 93
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 93
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 78
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 72

Abundance Scan 2053 (7.491 min): VV006586.D (-2042) (-) m/z 96.95 100.00%
g7
55
5000 69
41
|‘ | e3,|| 77 8|3 112 7.20 7.40 7.60 7.80
i el S UL TRl T Tm/z 55.00 64.53%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6745: Cyclohexane, 1,1-dimethyl-
o7
55
5000 69
41 7.20 7.40 7.60 7.80
m/z 68.95 42 .49%
5 7 J | 63| 77 8% o1 112
miz--> 5 % % b % & 70 % % 1o 110 1
Abundance
97
55
7.20 7.40 7.60 7.80
5000 41 69 m/z 56.00 36.22%
27
15 63 77 84 o1 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6749: Cyclohexane, 1,1-dimethyl-
o7 7.20 7.40 7.60 7.80
55 m/z 40.90 29.74%
5000 41 69
27
5 || e e 778 o | 12
m/z--> 10 20 30 40 50 60 70 85 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 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_V\METHOD\SOMVTRO70718WMA .M

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

Concentration Rank 67

Peak Number 24 (DEL) Alkane: Cyclic7.84

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

7.84 1.32 ug/L 223848 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 94
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 91

Abundance Scan 2161 (7.839 min): VV006586.D (-2140) (-) m/z 96.95 100.00%
55 g7
5000 112
41 69
77 83 7.60 7.80 8.00 8.20
...,....,....,....,.'...,'.':l'.,‘??."h,...-.,'~.'!..9,1..'!! S N m/z 54.95 80.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans-
55 o7
5000 41
112 7.60 7.80 8.00 8.20
27 69 83 m/z 111.95 37.74%
Y = S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55 97
7.60 7.80 8.00 8.20
5000 41 m/z 40.90 26 .36%
112
27 69
15 49 63 77 83 91
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6816: Cyclohexane, 1,3-dimethyl-, trans-
55 97 7.60 7.80 8.00 8.20
m/z 55.85 22 .76%
41
5000 112
27 69
83
...,.%’L.S.,...‘:‘,....‘g....,.‘:.‘.,??.w‘l‘..??,.‘l..??.ll,....,.‘...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 (DEL) Alkane: Cyclic8.34 Concentration Rank 80

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

8.34 0.90 ug/L 153684 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 72
5 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 58

Abundance Scan 2317 (8.340 min): VV006586.D (-2307) (-) m/z 83.00 100.00%
a3
55
5000
41 112
67
o5 207 8.00 820 8.40 8.60
e ELJL e E e m/z 54_.95 63.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6664: Cyclohexane, ethyl-
55 83
5000 41
112 8.00 820 8.40 8.60
67 m/z 82.00 46.53%
27
"}?wu"M”“w|wh'|l”'|"“|"'w"'w""w"'l“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
55 8.00 820 8.40 8.60
5000 " m/z 112.00 26 .02%
112
67
29 97
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #6665: Cyclohexane, ethyl- A R R
83 8.00 820 8.40 8.60
55 m/z 40.90 25 _.56%
5000 41
27 112
67
"}?wu"w””w|ﬂh'|l”9<"“|"'w"'w""w"'l“" AR SRS RN LR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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: Straight-Chai... Concentration Rank 73

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

8.98 1.16 ug/L 197805 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 87
2 Pentalene, octahydro- 110 C8H14 000694-72-4 87
3 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 87
4 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 72
5 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 72

Abundance Scan 2516 (8.980 min): \V\V006586.D (-2508) (-) m/z 66.95 100.00%
67
82
5000
41 54 110 8.60 8.80 9.00 9.20 9.40
95
et AL 087 124 1 Th7 8200 60.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5940: Pentalene, octahydro-
67
5000 82
8.60 8.80 9.00 9.20 9.40
41 m/z 65.90 12.82%
27 e o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
67
8.60 8.80 9.00 9.20 9.40
5000 82 m/z 67.95 12.74%
41
54
15 27 95 110
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5986: Pentalene, octahydro-, cis-
67 8.60 8.80 9.00 9.20 9.40
m/z 81.00 12.08%
5000 82
41
54 110
”I”'W'”'P'”H”'W““'P'JI”'WM”'P??I”'»'”'P'”I
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 Bicyclo[3.2.1]octane Concentration Rank 66

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

9.16 1.32 ug/L 223901 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 90
2 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 87
3 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 72
4 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 72
5 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 72

Abundance Scan 2572 (9.160 min): V\V006586.D (-2561) (-) m/z 66.90 100.00%
67 82
5000 110
95
I“ || | | | 125 8.80 9.00 9.20 9.40
e et el el Tm/z 81.95  94.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5926: Bicyclo[3.2.1]octane
67 82
5000 4t 54
27 110 8.80 9.00 9.20 9.40
95 m/z 81.00 75.78%
“l“'w'”jw'”i“'ﬁwh'w“whz'ﬁ'“'wj“l“'w'“'w'“l“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
67 -
8.80 9.00 9.20 9.40
5000 5 110 m/z 109.95 38.98%
95
R SN UL SULILS NI I UL IR IR I S S SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5925: Bicyclo[2.2.2]octane
67 8.80 9.00 9.20 9.40
81 m/z 40.90 34 .63%
110
5000
“ 95
'W'”'P'”I”'W'”'N'”I”“h7ﬂw"”I”'W'”'P'”I”'W'” SRR NN U R
m/z--> 10 30 40 50 70 80 90 100 110 120 130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 (DEL) Alkane: Cyclic9.53 Concentration Rank 69

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

9.53 1.29 ug/L 220113 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 60
2 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 60
3 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 60
4 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 53
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 53

Abundance Scan 2687 (9.530 min): V\V006586.D (-2664) (-) m/z 97.00 100.00%
97
55
5000 81
41
126
|| | |”| | 100 | 9.20 9.40 9.60 9.80
SNBSS SO 1 MRS SN R MY N m/z 55.00 72.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97
5000
9.20 9.40 9.60 9.80
41 69 126 m/z 94.95 56.18%
34 ||| 48 || 62 8} 90 ||| 104111118
m/z--> 10 20 3'0 40 50 60 7'0 80 90 100 110 120 130
Abundance
55 97
9.20 9.40 9.60 9.80
5000 m/z 80.90 48 _.15%
a1 69 126
29 81 11
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
55 97 9.20 9.40 9.60 9.80
m/z 40.85 27 .89%
5000
41 69 126
29 81
'WEQW'”“P'”h“'WJJ'P'MI”'Wh“'P'JI“'ﬁﬁ'W'”'P'” SRR AR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 Benzene, propyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
10.40 2.67 ug/L 461480 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
4 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 64
Abundance Scan 2958 (10.401 min): VV006586.D (-2948) (-) m/z 91.00 100.00%
g1
5000
120 R SRR IR
47 51 65 105 | 081 10.00 10.20 10.40 10.60 10.80
SRS Bl NS i N — . m/z 120.00  22_30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
91
5000
10.00 10.20 10.40 10.60 10.80
120 m/z 92.00 10.15%
15 39 6 105
miz> % 40 80 b 100 130 140 160 180 200 230 240 260 230
Abundance
91
10.00 10.20 10.40 10.60 10.80
5000 m/z 64.90 9.11%
120
39 65 105
m@mﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70357: N-Benzyl-2-phenethylamine
g1 10.00 10.20 10.40 10.60 10.80
m/z 77.90 6.18%
120
5000
65
3 | 105 | 134 165 209
m/z--> 20 4b 60 85 160 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 76
R.T. EstConc Area Relative to ISTD R.T.
10.78 0.98 ug/L 169790 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 76
2 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 76
3 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 72
4 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 64
5 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 64
Abundance Scan 3076 (10.781 min): VV006586.D (-3057) (-) m/z 81.00 100.00%
81
105
67 96
5000
o T 1040 1058 1080 1100
..,....,....,....|,:...,l:'l..,.-."..,...|-||...5??.':|..,.'.!. ....!.!..,...1.‘,‘9..., m/z 105.00  70.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10676: 1H-Indene, octahydro-, cis-
81
67
96
5000 41 [N S SN UL
10.40 10.60 10.80 11.00
21 %4 124 m/z 67.00 60.92%
'w'%?w"Jm'"'“"'ﬁky'l“w'|14'h‘“g?'J“l"}ﬂg"w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81
o 10.40 10.60 10,80 11.00
5000 41 9% m/z 81.90 58.21%
55
124
74, 89 109,47
Wmmﬁﬁmmﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10638: Bicyclo[3.3.1]nonane e
81 10.40 10.60 10.80 11.00
124 m/z 95.95 53.88%
67
41
5000 54 96
,,,w,“ b 74l 89 1097 | AA VYRSV A VA St
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 31 Benzene, tert-butyl- Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
10.92 1.76 ug/L 304580 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, tert-butyl- 134 C10H14 000098-06-6 97
2 Benzene, tert-butyl- 134 C10H14 000098-06-6 94
3 Benzene, tert-butyl- 134 C10H14 000098-06-6 94
4 o-Cymene 134 C10H14 000527-84-4 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 90
Abundance Scan 3119 (10.919 min): VV006586.D (-3107) (-) m/z 118.95 100.00%
119
91
5000
134 I & U
4 51 g5 7 103 10.60 10.80 11.00 11.20
B N NGRS RN 1 NN [ =Y 1A N m/z 90.95 61.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14831: Benzene, tert-butyl-

5000
10.60 10.80 11.00 11.20

m/z 134.00 25.92%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
R I REAREEEEEmE Sy
10.60 10.80 11.00 11.20
5000 91 m/z 76.85 11.28%
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 #14835: Benzene, tert-butyl-

10.60 10.80 11.00 11.20
m/z 40.90 11.06%

5000

T T I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.60 10.80 11.00 11.20

SOMVTRO70718WMA .M Wed Jul 18 05:34:45 2018 Page: 33



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 Benzene, (2-methylpropyl)- Concentration Rank 64

R.T. EstConc Area Relative to ISTD R.T.
11.11 1.41 ug/L 243873 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 87
2 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 87
3 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 83
4 Benzene, butyl- 134 C10H14 000104-51-8 80
5 Benzene, butyl- 134 C10H14 000104-51-8 72

Abundance Scan 3178 (11.108 min): VV006586.D (-3157) (-) m/z 91.00 100.00%
il
5000
134
43 51 00 B 47 105 115 10.80 11.00 11.20 11.40
reprre et et Al B P12 L Tm/z 92.00 57.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14847: Benzene, (2-methylpropyl)-
91
5000 RAARAN RN ARAN AR
134 10.80 11.00 11.20 11.40
43 o m/z 134.00 29.07%
15 27 | Stsg | 77 103 115 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance
91 /
R RRERE SR s Ry
10.80 11.00 11.20 11.40
5000 m/z 64.85 11.50%
134
27 51 58 77 105 115
Wmmwﬁmmwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14850: Benzene, (2-methylpropyl)-
il 10.80 11.00 11.20 11.40
m/z 42.90 7.42%
5000
65 134
15 21 % Sleg | 77| g3 115
T T T R e T e e e R R R e R RaR S
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_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 33 Benzene, 1l-methyl-4-propyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
11.14 3.24 ug/L 559287 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 91
2 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 91
3 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 87
4 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 86
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 78
Abundance Scan 3188 (11.141 min): W006586.I3(—3181) ) m/z 105.00 100.00%
105
5000
77 1 10.80 11,00 11,20 11.40 g
51 : : :
e 32 SL 63 89 el 1S | a4 e 00 17130
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 'I""I""I""I""/I\
10.80 11.00 11.20 11.40
134 m/z 76.90 10.79%
i 91
1527 39 51 65 | 115 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
10.80 11.00 11.20 11.40
5000 m/z 78.95 8.65%
47 ol 134
15 27 39 51 65 119

WWWWTWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14852: Benzene, (1-methylpropyl)-
105

10.80 11.00 11.20 11.40
m/z 106.00 8.38%

5000

1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 p-Cymene Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
11.50 2.53 ug/L 436120 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cymene 134 C10H14 000099-87-6 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 o-Cymene 134 C10H14 000527-84-4 97
4 o-Cymene 134 C10H14 000527-84-4 97
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3300 (11.501 min): VV006586.D (-3291) (-) m/z 119.00 100.00%
119
5000
91 134
39 51 65 77 103 11.20 11.40 11.60 11.80
...,....,....,....',I....,-...:,.-.'..,...:',....',|=~...,.-:-..1,1.1.'.|.I....,....,1.‘.“.‘.,. m/z 133.95 28.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14809: p-Cymene
119
5000
11.20 11.40 11.60 11.80
91 134 m/z 90.95 22 .89%
27 \4\1 5\1 §\5 7\7 . 193 WAl .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
11.20 11.40 11.60 11.80
5000 m/z 116.95 14.67%
134
91
15 27 39 s e 77 103
mﬁmmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119 11.20 11.40 11.60 11.80
m/z 120.00 10.28%
5000
o1 134
A 03 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1120 11.40 11,60 11.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 35 Indane Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.58 3.91 ug/L 675154 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 94
3 Indane 118 C9H10 000496-11-7 91
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 87
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
Abundance Scan 3325 (11.581 min): VV006586.D (-3313) (-) m/z 116.95 100.00%
147
5000
39 58 g5 a1 105 11.20 11.40 11.60 11.80
50 77 - : : :
e o b Lo T ea ] 980 Wi125134 019800 55.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane

11.20 11.40 11.60 11.80
m/z 115.00 36.04%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
11.20 11.40 11.60 11.80
5000 m/z 90.95 15.47%

58 91
27 39 51°765 77 103419

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane

11.20 11.40 11.60 11.80
m/z 116.00 10.37%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 Benzene, 1,2-diethyl- Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
11.80 2.25 ug/L 388735 1,4-Dichlorobenzene-d4 11.30
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, 1,3-diethyl- 134 C10H14 000141-93-5 90
4 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 87
Abundance Scan 3393 (11.800 min): VV006586.D (-3382) (-) m/z 104.95 100.00%
105 119
5000 134
91
39 51 65 | ‘ || 148 11.40 11.60 11.80 12.00 12.20
rererrprrer e el e 2481 Tm/z 118.95  85.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14837: Benzene, 1,2-diethyl-
105
119
5000 01 134
11.40 11.60 11.80 12.00 12.20
77 m/z 133.95 49 .46%
27 39 65
”I}?I”LI””M”'J”'WMMW”Jm”'W”'WLl'”HW”'W”“W”'W”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105 119
11.40 11.60 11.80 12.00 12.20
5000 134 m/z 90.95 32.01%
91
77
15 27 39 51 65
mewmﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14844: Benzene, 1,3-diethyl-
105 119 11.40 11.60 11.80 12.00 12.20
m/z 116.95 21.91%
5000 134
91
AT B A
\ \ L 1 LI Ll !
m/z--> 10 20 30 40 50 60 70 80 9'0 100 110 120 130 140 150 11.40 11.60 11.80 12.00 12.20

SOMVTRO70718WMA .M Wed Jul 18 05:34:55 2018 Page: 38



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 37 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
12.07 5.02 ug/L 867172 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 3477 (12.070 min): VV006586.D (-3460) (-) m/z 118.95 100.00%
119
5000
134
91
39 51 65 77 105 ‘ 11.80 12.00 12.20 12.40
..,....,....,....-,'....,-....,.'.'..,...':-,....,|....,.-:'..,..'.'.I....,..-..,l.‘.“.‘.,... m/z 134.00 29.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
11.80 12.00 12.20 12.40
2 s 134 m/z 90.95 14.93%
..,.1.?.,..2..7,...:.3?....5,.1...,.?.5.,....,....,....,....,....,....,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
11.80 12.00 12.20 12.40
5000 m/z 120.00 9.90%
91 134

s 27 39 51 65 7 105

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

Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119 11.80 12.00 12.20 12.40
m/z 104 .95 9.44Y%
5000
134
27 % 51 g5 77 %1 105
| L 1l m ul L1 .
T e e e e e e e e

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 1-Phenyl-1-butene Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.

12.10 2.86 ug/L 493512 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
2 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 83
3 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 83
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 80

Abundance Scan 3486 (12.099 min): VV006586.D (-3482) (-) m/z 117.00 100.00%

117
5000 132

91
39 51 64 79 | 148 207 11.80 12.00 12.20 12.40
b e || m/z 132.00 48.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117
5000 132
o1 11.80 12.00 12.20 12.40
m/z 115.00 33.62%
27 3 5 &5 7 ‘ 105 ‘H |
R e T e e S B e T SR o A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 11.80 12.00 12.20 12.40
5000 m/z 133.00 18.22%
39 91
27 51 65 77 104

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

Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117 11.80 12.00 12.20 12.40
m/z 136.00 17.75%
132
5000
91
gma ST [
) | 1l m A I il
L e o e I o e R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40

SOMVTRO70718WMA .M Wed Jul 18 05:34:58 2018 Page: 40



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 Indan, l1-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.17 9.00 ug/L 1553820 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 93
2 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 87
4 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 83

Abundance Scan 3508 (12.170 min): VV006586.D (-3497) (-) m/z 117.00 100.00%
117
5000
132
91
39 51 65 77 11.80 12.00 12.20 12.40
O ettt 2 M 18011500 32.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14031: Indan, 1-methyl-
117
5000
132 11.80 12.00 12.20 12.40
o1 m/z 131.95 28.50%
27 39 51 6‘5 77 103
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
11.80 12.00 12.20 12.40
5000 132 m/z 90.95 15.33%
91
15 27 39 51 63 7 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117 11.80 12.00 12.20 12.40
m/z 118.00 10.07%
5000 132
91
29 3? 5} 95 7( ‘ 103 |
mz-> 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_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.
12.25 1.17 ug/L 201970 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
5 Benzene, (2-methyl-1-methylenepr... 146 C11H14 017498-71-4 91
Abundance Scan 3533 (12.250 min): VV006586.D (-3527) (-) m/z 131.00 100.00%
131
5000 146
91 115
64 12.00 12.20 12.40 12.60
51
e 0S4 Te 104 Dzl h/z 146.00  39.70%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000 146
12.00 12.20 12.40 12.60
115 m/z 114_90 15.85%
27 9 s 6 7 o5 0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
12.00 12.20 12.40 12.60
5000 146 m/z 91.00 13.80%
115

27 39 m 91
63 7 105 122

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

Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131 12.00 12.20 12.40 12.60
m/z 128.95 11.62%
o1 146
5000
115
O A N
1 11 ! : Ll 1 : i
T P e e e e e e e e
m/z--> 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_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 41 Adamantane, 1l-thiocyanatome... Concentration Rank 77
R.T. EstConc Area Relative to ISTD R.T.
12.29 0.98 ug/L 168844 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane, 1l-thiocyanatomethyl- 207 C12H17NS 1000304-65-8 64
2 1-Adamantyl methyl ketone 178 C12H180 001660-04-4 58
3 1-Adamantanecarboxylic acid, 3,4... 324 C17H18Cl1202 1000307-66-4 58
4 1-Adamantanecarboxylic acid, 4-c... 281 C18H19NO2 1000307-66-3 58
5 1-Adamantanecarboxylic acid, 4-n... 301 C17H19NO4 1000307-66-5 53
Abundance Scan 3545 (12.289 min): VV006586.D (-3539) (-) m/z 134.95 100.00%
105 135
5000
” 148
41 55 9 119 207 267 12.00 12.20 12.40 12.60
m/z 104.90 84 _.22%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66926: Adamantane, 1-thiocyanatomethyl-
135
5000
12.00 12.20 12.40 12.60
41 m/z 93.00 26.14%
107 149
Hh \‘\ .“.‘..“l‘...‘.lnu:.[lzfl..l ..‘..1(.3‘.1.].-89... 297” EAREREEEEE S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135
12.00 12.20 12.40 12.60
5000 m/z 78.90 23.57%
67 107
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #164071: 1-Adamantanecarboxylic acid, 3,4-dichlorophenyl este N DML B s e
135 12.00 12.20 12.40 12.60
m/z 148_00 17.38%
5000
A LA B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
12.35 4.08 ug/L 704032 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 94
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 93
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 87
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
5 Benzene, l-methyl-2-(1-methyl-2-_._. 146 C11H14 097664-19-2 81
Abundance Scan 3564 (12.350 min): VV006586.D (-3556) (-) m/z 131.00 100.00%
131
5000
91
20 51 65 77 | mﬁS Ilf 12.00 12.20 12.40 12.60
et el e - m/z 9095 20.92%
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 12.00 12.20 12.40 12.60
115 146 m/z 145_.95 15.24%
27 %9 51 8 77 03 | ]
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
12.00 12.20 12.40 12.60
5000 m/z 114.95 14.14%
91
mmmmmmwm
m/z--> 10 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 12.00 12.20 12.40 12.60
m/z 133.00 13.14%
5000
146
91
7 %o oen T | s U
| L 1N I | A | by L
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_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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, 1l-methyl-4-(1-meth... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.

12,44 1.72 ug/L 207088  1,4-Dichlorobenzene-d4  11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene, 1l-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 83

2 p-Cymene 134 C10H14 000099-87-6 64
3 o-Cymene 134 C10H14 000527-84-4 64
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 64
5 o-Cymene 134 C10H14 000527-84-4 64

m/z 118.95 100.00%

12.20 12.40 12.60 12.80

m/z 104.95 51.53%

12.20 12.40 12.60 12.80

m/z 148_.00 31.47%

12.20 12.40 12.60 12.80

Abundance Scan 3592 (12.440 min): VV006586.D (-3579) (-)
119
5000 105
91 148
7
41 51 65 134 164
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
91 148
27 451 65 T T A% | 133
T T T T T R T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
119
5000
91 134
27 4l 51 65 77 103
vwmmmmmﬂwwﬁwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14810: o-Cymene
119
5000
a0 o1 134
15 27 51 65 77 103
| i m |
R L L O e L D L LR RN R R LR na e s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

m/z 90.95 30.72%

12.20 12.40 12.60 12.80

m/z 91.95 12.68%

12.20 12.40 12.60 12.80

SOMVTRO70718WMA .M Wed Jul 18 05:35:08 2018
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.47 4.87 ug/L 841129 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
Abundance Scan 3601 (12.469 min): VV006586.D (-3594) (-) m/z 119.00 100.00%
119
134
5000
29 51 65 77 ﬂl 103 s 158 12.20 12.40 12.60 12.80
III''''I''"I''"II"'''I"'''I''I''I"'I'I"''I!"'I""'I"I'I'I""I'l'l"l""l""lIII m/z 134.00 58.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119
134
5000

12.20 12.40 12.60 12.80
m/z 90.95 15.04%

91
15 27 39 51 6 77 "7 105 | ‘
IIIIIIIIIIIIIIIIIIIIIII‘IIIIIII‘IIIIIII‘IIIIIIIIIIII‘I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

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

Abundance
119
12.20 12.40 12.60 12.80
5000 134 m/z 133.00 11.05%
91
15 27 32 51 65 77 103
mwmmmmmwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119 12.20 12.40 12.60 12.80
m/z 120.00 9.22%
134
5000
91
41 7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
12.60 2.29 ug/L 395338 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
4 Benzene, 1—methyl—4—(1—methyl—2—... 146 C11H14 097664-18-1 90
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
Abundance Scan 3642 (12.600 min): V\V006586.D (-3631) (-) m/z 130.95 100.00%
5000
91 119 146
39 51 65 ﬂ? 1 %?5 hul Il 1ss 12.20 12.40 12.60 12.80 13.000
Orrrrrrrrprrrr e et et e e e m/z 119.00 27 .84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131
5000
5 12.20 12.40 12.60 12.80 13.00
01 14 m/z 146.00 26.58%
27 39 51 77 115
"W"”I'”hl”'Jﬁ"Wb'”I?ﬁ'P'JW"“j'”'}Ré'P'WW"A“l”'I”“W"”I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
12.20 12.40 12.60 12.80 13.00
5000 m/z 91.00 25.65%
146
91 118
15 27 39 51 63 77 104
mmﬂmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 12.20 12.40 12.60 12.80 13.00
m/z 115.00 17.87%
146
5000
51 77 i 105 e
'HVHWH“V“W““ﬁ“wﬁav“M““m“ww“vMH“m”“wJ“VHW'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 3,4-Dimethylcumene Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
12.70 1.31 ug/L 226777 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,4-Dimethylcumene 148 C11H16 1000370-34-1 95
2 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 94
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 94
4 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 91
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 91
Abundance Scan 3673 (12.700 min): VV006586.D (-3661) (-) m/z 132.95 100.00%
5000
148
91 105 119
a1 65 77 12.40 12.60 12.80 13.00
S - O Y N O R - 0720 B oy 2= 7 0TS Y- -
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #22764: 3,4-Dimethylcumene
133
5000
148 12.40 12.60 12.80 13.00
o1 105, m/z 90.90 15.43%
41
-0 A Y T S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
133
12.40 12.60 12.80 13.00
5000 m/z 119.00 15.40%
148
15 27 39 51 g5 77 91 105117
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133 12.40 12.60 12.80 13.00
m/z 104 .95 13.61%
5000
148
15 27 3ﬁ 51 65 77 9} 1?5117 |
| (K Ll L
m/z--> 0 20 40 eb 80 100 120 150 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 47 2,2-Dimethylindene, 2,3-dih... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.74 4.02 ug/L 693434 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
Abundance Scan 3685 (12.739 min): VV006586.D (-3677) (-) m/z 131.00 100.00%
131
5000
146
91 115

39 51 65 77 | 103 | 12.40 12.60 12.80 13.00
o‘wﬁﬂw,.-!|-!.,.'-..1??....,....,2.97.. m/z 146.00 27.88%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131
146
5000
12.40 12.60 12.80 13.00
o 4s m/z 115.00 17.67%
51 65 77 ‘ 105 " |
L ul I Ay ul | 1l 1l
L B S L 0 0 L e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
12.40 12.60 12.80 13.00
5000 m/z 90.90 17.51%
146
% s
27 39 51 64 77 103
L L e e e B L B Bum
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131 12.40 12.60 12.80 13.00
146 m/z 129.00 12.96%
5000 o1
39 51 65 77 105115
w....W.ﬂM,Mu.ﬁ,”w.pw.ﬂh.ﬂw.,M..,....“...,..”
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 51 Benzene, (3-methyl-2-butenyl)- Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
13.27 3.63 ug/L 626200 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 87
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 81

Abundance Scan 3850 (13.269 min): VV006586.D (-3827) (-) m/z 130.95 100.00%
5000
146
77 o1 e 13.00 13.20 13.40 13.60
39 51 64 10 162 : : : :
bl 290 | m/z 145.95  25.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131
91
5000 146

13.00 13.20 13.40 13.60
m/z 128.95  21.58%

15
O IO PO W W vl Y A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
146
13.00 13.20 13.40 13.60
5000 o1 m/z 114.95 17.72%
115
39 51 77
65
15 27 103
L e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 13.00 13.20 13.40 13.60
m/z 90.95 15.84%
5000
146
2739 51 g3 77 91 05T
A M s . Y D N —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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, (1,2-dimethyl-1-pr... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

13.32 5.55 ug/L 957529 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 70
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 60

Abundance Scan 3866 (13.321 min): VV006586.D (-3858) (-) m/z 131.00 100.00%

131

5000 146
91
39 51 65 /7 160 19 207 13.00 13.20 13.40 13.60
o e || m/z 132.95  85.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131
146
5000 01
13.00 13.20 13.40 13.60
0
29 51 o5 77| 103115 m/z 145.95  37.40%
..”,..”W.JL,Mu”M.fu,M.ﬂM.NL,Jt”,..”,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
o1 13.00 13.20 13.40 13.60
5000 146 m/z 114.95 26.11%
39
27 51
15 65 77 103 115
IR o o o BB o e o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 13.00 13.20 13.40 13.60
m/z 145.00 25.49%
146
5000
9% 115
o1 6\5 7\7 ‘ 104 3l
IR o o 8 B I i e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
13.54 3.11 ug/L 536275 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1,4-tri... 160 C12H16 016204-72-1 94
2 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 94
3 1H-Indene, 2,3-dihydro-1,1,6-tri... 160 C12H16 014276-95-0 93
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 81
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 80
Abundance Scan 3934 (13.539 min): VV006586.D (-3923) (-) m/z 144.95 100.00%
145
5000
115 128 160
39 51 65 77 91 13.20 13.40 13.60 13.80
o ! .-..!~-...17.‘?....,2I°.7.. m/z 160.00  17.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30904: 1H-Indene, 2,3-dihydro-1,1,4-trimethyl-
145
5000
13.20 13.40 13.60 13.80
160 m/z 128.00 13.76%
15 27 39 51 63 77 91 103°° 128
wzs 2 4 e % 1o 16 1o 16 1o o
Abundance
145
1320 13.40 13.60 13.80
5000 m/z 145.95 11.98%
15 27 39 51 g3 77 91 193115128 100
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #30903: 1H-Indene, 2,3-dihydro-1,1,6-trimethyl-
145 13.20 13.40 13.60 13.80
m/z 114.90 11.83%
5000
160
RN ke
mz-> 20 40 60 8 10 130 140 160 10 250 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 57 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.66 5.01 ug/L 864766 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 89
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 76
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 76
5 Naphth[1,2-b]Joxirene, l1la,2,3,7b-... 146 C10H100 002461-34-9 60

Abundance Scan 3972 (13.661 min): V\V006586.D (-3964) (-) m/z 103.95 100.00%

104

5000

13.40 13.60 13.80 14.00
m/z 146.00  46.58%

m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #21666: Naphthalene, 1,2,3,4-tetrahydro-2-methy!-
104
5000 146
91 13.40 13.60 13.80 14.00
131 m/z 90.95 35.51%
15 27 39 51 g3 77 115 ‘
S S PR R P S W S B ) Y A —
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
104
Rl B e
13.40 13.60 13.80 14.00
5000 146 m/z 73.90 24 _86%
91
131
57 39 51 g5 78 15
R B L B e AR
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #21665: Naphthalene, 1,2,3,4-tetrahydro-2-methyl- e REREE R
104 13.40 13.60 13.80 14.00
m/z 131.00 24 _36%
5000 146
91
39 131
S EARLEANES
NS TR P FOPR TN N | S 7 N
m/z--> 0 20 40 60 80 100 120 140 160 180 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 59 Benzene, 1-(1,1-dimethyleth... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.28 ug/L 394093 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 81
2 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 76
3 Benzene, 1-(1,1-dimethylethyl)-4._.. 160 C12H16 001746-23-2 74
4 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 70
5 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 70
Abundance Scan 4024 (13.829 min): VV006586.D (-4016) (-) m/z 145.00 100.00%
145
5000 17
128 160
39 51 63 77 91 105 13.60 13.80 14.00 14.20
....,....,....,-:-.-..-,..'..,.'..|!-,. Ele m/z 116.95 51.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30919: Benzene, 1-(1,1-dimethylethyl)-4-ethenyl-
145
5000 117
13.60 13.80 14.00 14.20
“ 51 63 ( gf 1?5 ‘ 18 160 m/z 146.00 28.59%
m il il I \‘H ‘ A
m/z--> 20 40 80 100 120 140 160 180
Abundance
145
13.60 13.80 14.00 14.20
5000 160 m/z 160.00 23.21%
117
a1 91 105 128
15 27 51 65 '
mz-> 20 40 60 80 100 120 140 160 180
Abundance #30921: Benzene, 1-(1,1-dimethylethyl)-4- ethenyl R N Amma ma
145 13.60 13.80 14.00 14.20
m/z 114.90 22.12%
5000
117 160
41 91 105 128
oz st oes A e L ANAAVALVAVA
m/z--> 20 40 60 80 100 120 140 160 180 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .M
TRACE VOA SOM01.0

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 61 Benzene, 1-(1-methylethenyl... Concentration Rank 79

R.T. EstConc Area Relative to ISTD R.T.
14 .07 0.97 ug/L 167374 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 70
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 60
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 58
4 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 55
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 55
Abundance Scan 4099 (14.070 min): VV006586.D (-4090) (-) m/z 145.00 100.00%
145
117
5000
13.80 14.00 14.20 14.40
m/z 133.00 53.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145
5000 160
117 13.80 14.00 14.20 14.40
m/z 117.00 53.23%
2 " \‘
,‘,,,,‘ il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
145
13.80 14.00 14.20 14.40
5000 m/z 114.95 32.27%
108 160
51 77 91105
wwwwmwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30939: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethy!- T B e
145 13.80 14.00 14.20 14.40
m/z 160.00 32.27%
5000
160
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 113.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 64 unknown-01 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.35 5.07 ug/L 875583 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 45
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 43
3 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 43
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 43
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 43
Abundance Scan 4186 (14.350 min): VV006586.D (-4177) (-) m/z 131.00 100.00%
131
145
5000
115
91 160
39 51 65 77 105 174 14.00 14.20 14.40 14.60
o m/z 145.00 70.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30907: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145
5000 ﬂ\'l""l""l""l""P
14.00 14.20 14.40 14.60
160 m/z 146.00 36.15%
15 27 39 51 63 77 91 105115 1ﬁf |
| L I |
miz--> 5 h & & o 1o o o i
Abundance
131
o1 14.00 14.20 14.40 14.60
5000 146 m/z 115.00 27.23%
39
5 7 Sl 65 77 103 115
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21567: 2-Propenal, 3-(4-methylphenyl)- e R S SR
131 14.00 14.20 14.40 14.60
m/z 147 .00 23.74%
5000 91 15 146
39 65 103
e N
S DU VN NP PUR S AU P N — et AN SR /A
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 65 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.

14.42 1.39 ug/L 239462 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 86
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 86
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 70
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 64

Abundance Scan 4208 (14.420 mln) VV006586.D (-4200) (-) m/z 145.00 100.00%

145
5000 159

14.20 14.40 14.60 14.80
m/z 159.00  49.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30908: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145
5000 _I/}Illllllllllllllllll
14.20 14.40 14.60 14.80
108 | 160 m/z 160.00 46 .84%
51 7791105 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
145
AT ALV AL
14.20 14.40 14.60 14.80
5000 m/z 133.00 39.90%
128 160

15 39 4377 91105

WWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methyletheny!l)-
145160 14.20 14.40 14.60 14.80
m/z 128.00 23.61%
5000
105 130
e TR |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample - J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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 66 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.49 7.59 ug/L 1310160 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 76
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 70
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 60
4 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 58
5 1H-Indazole, 5,7-dimethyl- 146 C9H10N2 043067-41-0 58
Abundance Scan 4230 (14.491 min): VV006586.D (-4219) (-) m/z 131.00 100.00%
5000 146
14.20 14.40 14.60 14.80
m/z 146.00 51.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21673: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
131
146
5000
105 14.20 14.40 14.60 14.80
91 m/z 117.95 51.09%
7 51 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
131146
14.20 14.40 14.60 14.80
5000 105 m/z 145.00 40.04%
39 63 77 o
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- AR S
131 14.20 14.40 14.60 14.80
m/z 117.00 28.47%
146
5000 117
15 63 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ' 14.20 1440 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071218\
Data File : VV006586.D

Acq On 12 Jul 2018 15:23

Operator : SY/MD

Sample : J3919-12

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70718WMA .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]
(DEL) Alkane: Str... 2.53 26.3 ug/L 3949420 1 5.67 752116 5.0
(DEL) Alkane: Str... 2.79 35.9 ug/L 5394690 1 5.67 752116 5.0
(DEL) Alkane: Str... 3.58 8.0 ug/L 1204140 1 5.67 752116 5.0
(DEL) Alkane: Str... 3.71 19.3 ug/L 2903660 1 5.67 752116 5.0
(DEL) Alkane: Cyc... 3.81 15.0 ug/L 2262030 1 5.67 752116 5.0
(DEL) Alkane: Str... 4.82 51.7 ug/L 7777290 1 5.67 752116 5.0
(DEL) Alkane: Cyc... 5.00 11.9 ug/L 1794510 1 5.67 752116 5.0
(DEL) Alkane: Cyc... 5.23 15.9 ug/L 2383610 1 5.67 752116 5.0
(DEL) Alkane: Str... 5.29 84.1 ug/L 12651400 1 5.67 752116 5.0
(DEL) Alkane: Cyc... 5.37 7.3 ug/L 1098930 1 5.67 752116 5.0
(DEL) Alkane: Str... 6.24 3.3 ug/L 491445 1 5.67 752116 5.0
(DEL) Alkane: Str... 6.30 4.5 ug/L 672642 1 5.67 752116 5.0
(DEL) Alkane: Str... 6.36 5.8 ug/L 878895 1 5.67 752116 5.0
(DEL) Alkane: Cyc... 6.41 1.1 ug/L 169934 1 5.67 752116 5.0
(DEL) Alkane: Cyc... 6.51 1.9 ug/L 292068 1 5.67 752116 5.0
(DEL) Alkane: Str... 6.70 41.3 ug/L 6204470 1 5.67 752116 5.0
(DEL) Alkane: Str... 6.83 63.8 ug/L 9592250 1 5.67 752116 5.0
Pyrrolidine 6.88 2.1 ug/L 318838 1 5.67 752116 5.0
(DEL) Alkane: Str... 7.08 1.4 ug/L 213575 1 5.67 752116 5.0
(DEL) Alkane: Str... 7.31 4.3 ug/L 739630 2 8.90 849899 5.0
(DEL) Alkane: Cyc... 7.49 1.6 ug/L 271843 2 8.90 849899 5.0
(DEL) Alkane: Cyc... 7.84 1.3 ug/L 223848 2 8.90 849899 5.0
(DEL) Alkane: Cyc... 8.34 0.9 ug/L 153684 2 8.90 849899 5.0
(DEL) Alkane: Str... 8.98 1.2 ug/L 197805 2 8.90 849899 5.0
Bicyclo[3.2.1]octane 9.16 1.3 ug/L 223901 2 8.90 849899 5.0
(DEL) Alkane: Cyc... 9.53 1.3 ug/L 220113 2 8.90 849899 5.0
Benzene, propyl- 10.40 2.7 ug/L 461480 3 11.30 862865 5.0
1H-Indene, octahy... 10.78 1.0 ug/L 169790 3 11.30 862865 5.0
Benzene, tert-butyl- 10.92 1.8 ug/L 304580 3 11.30 862865 5.0
Benzene, (2-methy... 11.11 1.4 ug/L 243873 3 11.30 862865 5.0
Benzene, 1l-methyl... 11.14 3.2 ug/L 559287 3 11.30 862865 5.0
p-Cymene 11.50 2.5 ug/L 436120 3 11.30 862865 5.0
Indane 11.58 3.9 ug/L 675154 3 11.30 862865 5.0
Benzene, 1,2-diet... 11.80 2.3 ug/L 388735 3 11.30 862865 5.0
Benzene, 2-ethyl-_.. 12.07 5.0 ug/L 867172 3 11.30 862865 5.0
1-Phenyl-1-butene 12.10 2.9 ug/L 493512 3 11.30 862865 5.0
Indan, 1-methyl- 12.17 9.0 ug/L 1553820 3 11.30 862865 5.0
1H-Indene, 2,3-di... 12.25 1.2 ug/L 201970 3 11.30 862865 5.0
Adamantane, 1-thi... 12.29 1.0 ug/L 168844 3 11.30 862865 5.0
1H-Indene, 2,3-di... 12.35 4.1 ug/L 704032 3 11.30 862865 5.0
Benzene, l-methyl... 12.44 1.7 ug/L 297088 3 11.30 862865 5.0
Benzene, 1,2,3,5-... 12.47 4.9 ug/L 841129 3 11.30 862865 5.0
1H-Indene, 2,3-di... 12.60 2.3 ug/L 395338 3 11.30 862865 5.0
3,4-Dimethylcumene 12.70 1.3 ug/L 226777 3 11.30 862865 5.0
2,2-Dimethylinden... 12.74 4.0 ug/L 693434 3 11.30 862865 5.0
Benzene, (3-methy... 13.27 3.6 ug/L 626200 3 11.30 862865 5.0
Benzene, (1,2-dim... 13.32 5.5 ug/L 957529 3 11.30 862865 5.0
1H-Indene, 2,3-di... 13.54 3.1 ug/L 536275 3 11.30 862865 5.0
Naphthalene, 1,2,... 13.66 5.0 ug/L 864766 3 11.30 862865 5.0
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Benzene, 1-(1,1-d... 13.83 2.3 ug/L 394093 3 11.30 862865 5.0
Benzene, 1-(1-met... 14.07 1.0 ug/L 167374 3 11.30 862865 5.0
unknown-01 14.35 5.1 ug/L 875583 3 11.30 862865 5.0
1H-Indene, 2,3-di... 14.42 1.4 ug/L 239462 3 11.30 862865 5.0
Naphthalene, 1,2,... 14.49 7.6 ug/L 1310160 3 11.30 862865 5.0
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