LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA_M
Title = TRACE VOA SOM01.0

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.392 59 68 82 rBv3 301341 530824 25.47% 1.991%
2 1.456 83 88 92 rvv 29041 32987 1.58% 0.124%
3 1.479 92 95 101 rvv 23402 26795 1.29% 0.100%
4 1.521 101 108 122 rVB 65231 74953 3.60% 0.281%
5 1.685 152 159 176 rVB3 64188 110799 5.32% 0.416%
6 1.907 220 228 236 rBvY 50581 68410 3.28% 0.257%
7 1.964 237 246 258 rVB3 62022 99091 4_75% 0.372%
8 2.054 268 274 282 rVB 17452 22214 1.07% 0.083%
9 2.138 293 300 310 rvB3 36614 59601 2.86% 0.224%
10 2.280 333 344 354 rVB 91037 136095 6.53% 0.510%
11 2.540 417 425 443 rVB2 16678 29383 1.41% 0.110%
12 2.685 463 470 483 rVB3 21324 45081 2.16% 0.169%
13 2.984 549 563 584 rVB 183169 350198 16.80% 1.313%
14 3.193 614 628 646 rBv4 17848 45478 2.18% 0.171%
15 3.447 686 707 719 rBV2 22260 63801 3.06% 0.239%
16 3.800 809 817 829 rvB3 13270 29376 1.41% 0.110%

17 4.225 926 949 980 rvv2 263699 801678 38.47% 3.007%
18 4.649 1063 1081 1108 rVB2 81680 208788 10.02% 0.783%
19 5.340 1273 1296 1304 rBV2 151470 417385 20.03% 1.565%
20 5.389 1305 1311 1330 rVB3 119437 247721 11.89% 0.929%

21 5.643 1368 1390 1414 rVB6 11881 37005 1.78% 0.139%
22 5.887 1451 1466 1481 rBV 193597 371050 17.80% 1.392%
23 6.186 1546 1559 1574 rBVv3 120791 298560 14.33% 1.120%
24 6.331 1598 1604 1622 rVB 122252 240036 11.52% 0.900%
25 7.228 1871 1883 1901 rBV 53964 98397 4.72% 0.369%

26 7.565 1975 1988 1999 rBvV 192176 337790 16.21% 1.267%
27 7.636 1999 2010 2026 rVB 402389 691941 33.20% 2.595%

28 7.852 2063 2077 2089 rBvV 31398 56732 2.72% 0.213%
29 8.315 2209 2221 2244 rBV 329540 575473 27.61% 2.158%
30 8.623 2303 2317 2335 rBV6 10242 28638 1.37% 0.107%

31 8.855 2373 2389 2406 rBV2 50544 120317 5.77% 0.451%
32 9.090 2451 2462 2485 rVB 283026 476049 22.84% 1.785%
33 9.250 2500 2512 2526 rBV 98493 176765 8.48% 0.663%
34 9.376 2540 2551 2564 rVB 145607 240899 11.56% 0.904%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA .M
TRACE VOA SOMO1.0

35 9.675 2629 2644 2666 rBvV2 130169 339668 16.30% 1.274%

36 9.781 2666 2677 2700 rVB2 185956 320917 15.40% 1.204%
37 9.903 2704 2715 2729 rBV5 12719 25917 1.24% 0.097%
38 10.125 2771 2784 2806 rVB2 71803 161877 7.77% 0.607%
39 10.443 2865 2883 2909 rVB4 152415 458773 22.01% 1.721%
40 10.598 2917 2931 2944 rBV 191196 377547 18.12% 1.416%

41 10.784 2975 2989 3018 rVB 501933 970469 46.57% 3.640%
42 10.916 3020 3030 3037 rBV4 12535 23925 1.15% 0.090%
43 10.970 3039 3047 3056 rvv2 25338 48536 2.33% 0.182%
44 11.038 3056 3068 3092 rVB 236145 460508 22.10% 1.727%
45 11.154 3092 3104 3118 rBV4 247096 581905 27.92% 2.182%

46 11.218 3118 3124 3135 rVV 117127 197448 9.47% 0.741%
47 11.286 3135 3145 3150 rVv2 87780 150525 7.22% 0.565%
48 11.327 3150 3158 3176 rVB2 258841 465258 22.32% 1.745%
49 11.430 3180 3190 3197 rVVv3 29483 51299 2.46% 0.192%
50 11.485 3197 3207 3216 rVvV 292715 463380 22.23% 1.738%

51 11.572 3216 3234 3247 rVB 639732 1128930 54.17% 4.234%
52 11.681 3248 3268 3273 rBV 418494 733112 35.18% 2.750%
53 11.713 3273 3278 3287 rVV 451464 730073 35.03% 2.738%
54 11.768 3287 3295 3301 rVvV 330530 584322 28.04% 2.192%
55 11.816 3301 3310 3319 rVV2 1149731 2084106 100.00% 7.817%

56 11.871 3319 3327 3347 rVV5 457938 1070472 51.36% 4.015%
57 11.967 3347 3357 3369 rVB2 101628 192686 9.25% 0.723%
58 12.054 3371 3384 3398 rVB 123914 207018 9.93% 0.776%
59 12.147 3401 3413 3417 rBV 501850 759114 36.42% 2.847%
60 12.179 3417 3423 3435 rVV 679713 1158335 55.58% 4._.344%

61 12.250 3435 3445 3458 rVV 1242818 1863823 89.43% 6.990%
62 12.318 3458 3466 3473 rVV 188677 301244 14.45% 1.130%
63 12.379 3474 3485 3498 rVB 368754 655204 31.44% 2.457%
64 12.552 3529 3539 3550 rBvV 255238 395335 18.97% 1.483%
65 12.649 3559 3569 3579 rBV2 217761 416155 19.97% 1.561%

66 12.700 3579 3585 3604 rVB 275894 444161 21.31% 1.666%
67 12.858 3624 3634 3646 rVB4 165608 285986 13.72% 1.073%
68 12.964 3658 3667 3680 rVB 88433 141306 6.78% 0.530%
69 13.038 3681 3690 3698 rBV2 22231 35517 1.70% 0.133%
70 13.122 3701 3716 3726 rBV3 186062 304245 14.60% 1.141%

71 13.507 3826 3836 3841 rBV4 20867 37703 1.81% 0.141%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTR111418WMA_.M
Title - TRACE VOA SOMO1.0

72 13.549 3841 3849 3862 rVB 56324 101070 4 .85% 0.379%
73 13.742 3900 3909 3919 rBV 62044 92271 4_.43% 0.346%
74 13.855 3940 3944 3956 rVB9 15449 25382 1.22% 0.095%
75 13.951 3965 3974 3986 rBV3 21860 39982 1.92% 0.150%
76 14.038 3987 4001 4014 rVB5 12216 26451 1.27% 0.099%
77 14.244 4047 4065 4073 rBV5 28242 72151 3.46% 0.271%
78 14.350 4086 4098 4107 rBV5 23182 50696 2.43% 0.190%
79 14.543 4148 4158 4166 rBVS 14514 25821 1.24% 0.097%
80 14.591 4166 4173 4190 rVB5 25468 51856 2.49% 0.194%
81 14.678 4190 4200 4212 rBvV4 29692 49544 2.38% 0.186%
82 14.800 4229 4238 4250 rBV6 31279 61336 2.94% 0.230%
83 14.867 4250 4259 4272 rVB9 37358 79464 3.81% 0.298%
84 14.938 4272 4281 4291 rVB5 10563 21974 1.05% 0.082%
85 14.996 4291 4299 4311 rVB6 14310 31594 1.52% 0.118%
86 15.067 4312 4321 4330 rBV6 24487 46244 2.22% 0.173%
87 15.552 4453 4472 4476 rBV3 32675 63620 3.05% 0.239%
88 15.883 4567 4575 4581 rBVS 11840 22665 1.09% 0.085%
89 16.064 4627 4631 4639 rVB6 16395 23488 1.13% 0.088%

Sum of corrected areas: 26662718
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
VU028169.D

15 Nov 2018 14:16

MD/SY

J5943-03RE

25.0mL/MSVOA_U/WATER

11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _M
TRACE VOA SOM01.0

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 1 (DEL) Alkane: Cyclicl.52 Concentration Rank 30

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

1.52 1.01 ug/L 74953 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene 56 C4H8 000106-98-9 80
2 1-Butene 56 C4H8 000106-98-9 80
3 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80
4 1-Butene 56 C4H8 000106-98-9 80
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 72

Abundance Scan 108 (1.521 min): VU028169.D (-101) (-) m/z 41.05 100.00%
4.1
56
5000
"'W"A""'I'”'I
37 5|0I 28 140 1.60 1.80
'“m“v“W“WNW““W“va“WJJ'W“”J“W“W““W“P“W“WMW“' m/z 56.10 56.00%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #176: 1-Butene
4.1
5000 T --K\- T T TS
27 56 140 160 180
m/z 39.05 41 _89%
1 150 ||| 38| 4933
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
41
140 1.60 1.80
5000 56 m/z 55.10 27 .97%
28
2 1519 24 38 4953
RALLRLALY AL LAAAY SALLY LA RARL) KALLA RULAA LAAR) KAL) LALAN KAAA] RARL) MLARNARAN LLAA) AL ARSI AN
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #186: 1-Propene, 2-methyl-
4 140 1.60 1.80
m/z 50.10 10.88%
5000 56
28
"”'”'P?”I“'W'“}ﬁ'“P'%?h'h'”"?hl*“I”ﬁ“?ﬁl”“l”'ﬁ'“'P'“P'”I“'W'” TR A'A”l I A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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: Cyclicl.91 Concentration Rank 32

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

1.91 0.92 ug/L 68410 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 86
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 78
3 1-Pentene 70 C5H10 000109-67-1 76
4 1-Pentene 70 C5H10 000109-67-1 74
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 64

Abundance Scan 229 (1.910 min): VU028169.D (-220) (-) m/z 42.10 100.00%
a4p
55
5000 70
o1 1.60 1.80 2.00 2.20
el B2 82 0 "m/z 55.10  65.45%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #577: Cyclopropane, ethyl-
42
55
5000
27 70 1.60 1.80 2.00 2.20
‘ m/z 41.10 49_14%
”'I”"PTSW"lL"”l‘”'FM"ﬁ%'W"”I'“'I”"P"W'”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
42
1.60 1.80 2.00 2.20
5000 55 m/z 39.05 40.07%
27 70
15
2 36 49 63
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #553: 1-Pentene
42 1.60 1.80 2.00 2.20
m/z 70.10 39.95%
55
5000
27 70
1P 36/, 49 | 63
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 1.60 1.80 2.00 2.20

SOMUTR111418WMA_.M Fri Nov 16 18:07:08 2018 RPT1 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 3 (DEL) Alkane: Cyclicl.96 Concentration Rank 26

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

1.96 1.34 ug/L 99091 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 90
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
4 2-Methyl-1-butene 70 C5H10 000563-46-2 87
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 83

Abundance Scan 245 (1.961 min): VU028169.D (-237) (-) m/z 55.10 100.00%
55
5000
39 70
1.60 1.80 2.00 2.20
...,....,....,....,...:;”l..‘.‘?.'.-.'.,.6.4.'.~,..??,....,....,?9‘.‘.,.. m/z 70.10  35.40%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #564: 2-Methyl-1-butene
56
5000 RS RN S SR
o9 39 70 1.60 1.80 2.00 2.20
m/z 39.05 33.26%
1 15 H “‘ 49 1], 63
miz--> 0 10 20 30 40 50 6 70 80 90 100 110
Abundance
55
1.60 1.80 2.00 2.20
5000 m/z 42.10 28.82%
41 70
27
1 15 33 49 63
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #567: 2-Butene, 2-methyl-
55 1.60 1.80 2.00 2.20
m/z 41.10 27 .35%
5000 70
41
29
5 | “‘49‘“ 62 .
m/z--> ) 10 20 30 40 50 60 70 80 90 100 110 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 4 (DEL) Alkane: Cyclic2.14 Concentration Rank 34

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

2.14 0.80 ug/L 59601 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80
2 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 78
3 Furan 68 C4H40 000110-00-9 64
4 1,4-Pentadiene 68 C5HS8 000591-93-5 64
5 Furan 68 C4H40 000110-00-9 59

Abundance Scan 301 (2.141 min): VU028169.D (-293) (-) m/z 55.10 100.00%
55
39
5000 42 68

1.80 2.00 2.20 2.40

‘ o1 63 |71
S—————— Y11 PSSl Y VHN -0 Y - - B B ™y =T M o B o A1
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #579: Cyclopropane, 1,1-dimethyl-
55
5000 39 70
27 1.80 2.00 2.20 2.40
15 m/z 42.05 38.70%
1 1803336 ||| 4548°1| | 59 63 67
e R e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
55
1.80 2.00 2.20 2.40
5000 39 70 m/z 68.10 37.74%
26 | 3336 4851 61 67
Wﬁmmmmm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #413: Furan i W o
39 68 1.80 2.00 2.20 2.40

m/z 70.10 37.42%

5000

29
1418 26 34 1% a9

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Cyclopentene Concentration Rank 39

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

2.68 0.61 ug/L 45081 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene 68 C5H8 000142-29-0 80
2 Cyclopentene 68 C5H8 000142-29-0 72
3 Cyclopentene 68 C5H8 000142-29-0 72
4 Cyclopropane, methylmethylene- 68 C5H8 018631-84-0 64
5 Cyclopentene 68 C5H8 000142-29-0 49

Abundance Scan 469 (2.681 min): VU028169.D (-463) (-) m/z 67.10 100.00%
67
5000
39
53 U U R R R
| 44 49 | 63 86 2.40 2.60 2.80 3.00
T m/z 68.10 41.02%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #431: Cyclopentene
67
5000 S RS AR AR A
2.40 2.60 2.80 3.00
39 53 m/z 39.00 31.43%
2731 |if2 50 63,
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
67
2.40 2.60 2.80 3.00
5000 m/z 53.10 19.64%
39 53
15 e 36 4245 50 576063, 70
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #429: Cyclopentene
67 2.40 2.60 2.80 3.00
m/z 40.05 13.70%
5000
39
53
27
15 |, 3134 f 45 50 | 576063, ||70
mz-> 5 10 15 20 25 30 35 4'0 45 50 95 60 65 70 75 80 85 80 240 260 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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: Cyclic3.19 Concentration Rank 38

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

3.19 0.61 ug/L 45478 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 93
2 1-Hexene 84 C6H12 000592-41-6 80
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 76
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 59
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 53

Abundance Scan 627 (3.189 min): VU028169.D (-614) (-) m/z 41.05 100.00%
a 56
5000
69 84
3“‘ 51 78 2.80 3.00 3.20 3.40 3.60
A0 ARl LA A el Al Lk L L Aadd k) W s A RS m/z 56.10 97.27%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1478: 1-Pentene, 2-methyl-
41 56
5000 27 69
84 2.80 3.00 3.20 3.40 3.60
m/z 39.10 49.83%
15
| izt il Sl 6165, | 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 56
21 2.80 3.00 3.20 3.40 3.60
5000 m/z 43.10 49_42%
84
69
2 15 3337 45 51 6165 7377
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1487: 1-Pentene, 2-methyl-
a1 56 2.80 3.00 3.20 3.40 3.60
m/z 55.00 41.27%
5000
27 69 84
5 llag 37l 51|, 6165, | 7377
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.80 3.00 3.20 3.40 3.60

SOMUTR111418WMA_.M Fri Nov 16 18:07:12 2018 RPT1
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Methane-d, trichloro- Concentration Rank 28

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

8.85 1.26 ug/L 120317 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane-d, trichloro- 119 CDCI3 000865-49-6 50
2 Methane-d, trichloro- 119 CDCI3 000865-49-6 40
3 Ethyl 3-isothiocyanatobutyrate 173 C7H11NO2S 206750-29-0 9
4 Methane-d, trichloro- 119 CDCI3 000865-49-6 9
5 I-Isoleucine, N-(3-methyl-1-oxob... 229 C12H23N0O3 118388-30-0 9

Abundance Scan 2388 (8.852 min): VU028169.D (-2373) (-) m/z 84.00 100.00%
84
5000
63 98
37 49 | || 133 170 8.60 8.80 9.00 9.20
MM SIS |1 | Y PR m/z 86.00 63.77%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #9151: Methane-d, trichloro-
84
5000 IR AR RN R L
8.60 8.80 9.00 9.20
47 m/z 98.00 20.75%
1w 3% || 7w || 119
mz-> 0 20 40 60 8 100 120 140 160 180
Abundance
84
S SRR RSN AR LA
8.60 8.80 9.00 9.20
5000 m/z 63.00 16.84%
47
s 58 70 119
mz-> 0 20 40 60 8 100 120 140 160 180
Abundance #40708: Ethyl 3-isothiocyanatobutyrate
9 86 8.60 8.80 9.00 9.20
99 m/z 96.00 15.06%
5000 41 173
59
|4' }?I""I' "*w 'JH'I =h--‘P--%%5|-”- '%%% L B o
m/z--> 0 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20

SOMUTR111418WMA_.M Fri Nov 16 18:07:13 2018 RPT1 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.78 10.47 ug/L 970469 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 2988 (10.781 min):VU0281%9.D(—2975) ) m/z 105.05 100.00%
105
5000 120 A
2 51 g o B TR
rerrrrrprrrr e e e el o o | M/Zz 120.10  40.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 N UL U B --- -
120 10,40 10.60 10.80 11.00
o o1 m/z 77.05 13.49%
51
'W'%?'P'%TP"JP"'ﬂ"'P??'P'jJP"'”"'Phl'P'“JP"'I”"I”"I”"I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
120 10.40 10.60 10.80 11.00
5000 m/z 91.10 10.38%
5 27 39 51 g5 7 9L

mmﬁwwﬁmrm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9425: Benzene, 1-ethyl-2-methyl-

10.40 10.60 10.80 11.00
m/z 119.10 9.01%

5000

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

SOMUTR111418WMA_.M Fri Nov 16 18:07:13 2018 RPT1 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Benzene, 1,2,4-trimethyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
10.97 0.52 ug/L 48536 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 86
Abundance Scan 3047 (10.970 min): VU028169.D (-3039) (-) m/z 105.10 100.00%
105
5000
120
41 91l 55 65 |7|9 9|1 10.60 10.80 11.00 11.20
”,”.w.”.“.”mn.qbnqump”.n.unﬁ.”,ﬁ!w.nuﬁ.”, m/z 120.10 34.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
5000 120
10.60 10.80 11.00 11.20
0
28 39 g o 77 o1 m/z 79.05 15.81%
||||li4||||||‘||||||‘|‘||||i‘i‘:|5|8||‘|‘||||||‘l‘||8ﬂ||‘|||gu8lu‘ll||||‘|‘|‘|‘|||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
10.60 10.80 11.00 11.20
5000 m/z 91.10 15.69%
120
77 91
15 27 39 51 565
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105 10.60 10.80 11.00 11.20
m/z 77.00 14.69%
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20

SOMUTR111418WMA_.M Fri Nov 16 18:07:14 2018 RPT1 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Indane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.04 4.97 ug/L 460508 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 92
3 Indane 118 C9H10 000496-11-7 90
4 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 83
5 Indane 118 C9H10 000496-11-7 81
Abundance Scan 3069 (11.041 min): VU028169.D (-3056) (-) m/z 117.10 100.00%
147
5000
39 51 63 77 o5 9|1 103110 10.80 11.00 11.20 11.40
Y NS S R NS Nt = S m/z 118.05 54.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #8951: Indane

10.80 11.00 11.20 11.40
m/z 115.05  35.95%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
10.80 11.00 11.20 11.40
5000 m/z 91.10 15.56%
39 91
51 58
13 A 5 77 g 103330
T T T T T T T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8950: Indane

10.80 11.00 11.20 11.40
m/z 116.10 9.83%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.80 11.00 11.20 11.40

SOMUTR111418WMA_.M Fri Nov 16 18:07:14 2018 RPT1 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 15 Benzene, 1l-methyl-2-propyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.22 2.13 ug/L 197448 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 87
2 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 87
3 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 87
4 Benzene, l-methyl-3-propyl- 134 C10H14 001074-43-7 87
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 86
Abundance Scan 3125 (11.221 min): VU028169.D (-3118) (-) m/z 105.10 100.00%
105
5000
7 91 134 11.00 11.20 11.40 11.60
39 51 65 117 - - :
...,....,....,....',....,-....,.~.'..,...':',.8.4..,'!...,.':!.,...~.,..1.2.7,.I..,.. m/z 134.10 17.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14861: Benzene, 1-methyl-2-propyl-
105
5000
11.00 11.20 11.40 11.60
134 m/z 106.10 13.65%
a8 T Siee® es e | uolios |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 77.10 11.14%
134
27 39 51 e (7 91 119

Wmﬁmmﬁm

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14857: Benzene, 1-methyl-4-propyl-
105

11.00 11.20 11.40 11.60
m/z 91.10 9.64%

5000

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

SOMUTR111418WMA_.M Fri Nov 16 18:07:15 2018 RPT1 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.33 5.02 ug/L 465258 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
2 p-Cymene 134 C10H14 000099-87-6 94
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
4 o-Cymene 134 C10H14 000527-84-4 91
5 o-Cymene 134 C10H14 000527-84-4 91

Abundance Scan 3159 (11.331 min): VU028169.D (-3150) (-) m/z 119.10 100.00%
119
5000
91 1 UL BN BUNRE IR
39 51 65 77 103 150 11.00 11.20 11.40 11.60
rrrprrrrprrrr e e e b e e m/z 134.10 27.54%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 11.00 11.20 11.40 11.60
m/z 91.10 21.21%
| | iy Ll m n Ll AN
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
11.00 11.20 11.40 11.60
5000 m/z 120.10 9.48%
o1 134
27 4 851 65 77 103
Twmmmmﬂmmmm
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl-
119 11.00 11.20 11.40 11.60
m/z 77.10 8.31%
5000
134
27 39 77 91 105
"w?“'v%?|“”w'“Jﬂ'“?&“'v$?|'“bv'“J“"'Jhl“mw"“l““w'“'v'“
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.00 11.20 11.40 11.60

SOMUTR111418WMA_.M Fri Nov 16 18:07:16 2018 RPT1 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 o-Cymene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.71 7.88 ug/L 730073 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 p-Cymene 134 C10H14 000099-87-6 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
Abundance Scan 3277 (11.710 min): VU028169.D (-3273) (-) m/z 119.10 100.00%
119
5000
134
9 51 65 77 9|1 103 17 | 11.40 11.60 11.80 12.00
WY NS USSR St RSN N | =0 m/z 134.10 22_44%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene

5000
11.40 11.60 11.80 12.00

m/z 91.10 13.30%

27 41 51 58 65 7

15

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
11.40 11.60 11.80 12.00
5000 m/z 120.10 10.61%
134
91
27 41 515865 77 103 127
wwmm‘mwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14809: p-Cymene
119 11.40 11.60 11.80 12.00
m/z 117.10 7.53%
5000

91 134

27 34 41 51 53 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00

SOMUTR111418WMA_.M Fri Nov 16 18:07:16 2018 RPT1 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 24 Benzene, 1l-methyl-4-propyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.05 2.23 ug/L 207018 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 94
2 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 91
3 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 91
4 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 91
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 91
Abundance Scan 3383 (12.051 min): VU028169.D (-3371) (-) m/z 105.10 100.00%
105
5000
134
39 51 g5 17 9& e 149 11.80 12.00 12.20 12.40
rrprerprererrerpreee et b e e e e e m/z 134.10 21.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
11.80 12.00 12.20 12.40
134 m/z 77.05 11.32%
77 91
15 27 39 51 € | ) 1S ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
11.80 12.00 12.20 12.40
5000 m/z 91.10 10.00%
134
27 39 5 e 7 9 119

Wmmwmwmﬁwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14862: Benzene, 1-methyl-2-propyl-
105

11.80 12.00 12.20 12.40
m/z 106.05 9.08%

5000

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

SOMUTR111418WMA_.M Fri Nov 16 18:07:17 2018 RPT1 Page: 18



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 1

m/z 134.20 28.72%

R.T. EstConc Area Relative to ISTD R.T.
12.25 20.11 ug/L 1863820 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 3445 (12.250 min): VU028169.D (-3435) (-) m/z 119.10 100.00%
119
5000
o 134
77
39 51 65 98 1?5 e 12.00 12.20 12.40 12.60
|

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

Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
134 12.00 12.20 12.40 12.60
91 0
m/z 91.10 17.84%
39 5165 105
15 27 1. L 58 | ‘H 98 M‘ LLI] 127 .
A B o o B o o e e R R S L R )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 77.10 9.98%
134
91
15 27 41 51 58 65 i 103 127
wwwm‘mﬁmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14811: o-Cymene
119 12.00 12.20 12.40 12.60
m/z 120.10 9.94Y%
5000
134
41 ot
65 7
S A W NG N W NS 1 - N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

12.32 3.25 ug/L 301244 1,4-Dichlorobenzene-d4 11.48
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 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
5 o-Cymene 134 C10H14 000527-84-4 94
Abundance Scan 3467 (12.321 min): VU028169.D (-3458) (-) m/z 119.10 100.00%

119
5000 134
91

39 5 65 77 | 103 12.00 12.20 12.40 12.60

Obrr e et el e e el e | M7z 134.15 45.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance

5000

#14865: Benzene, 1,2,3,5-tetramethyl-

119

12.00 12.20 12.40 12.60
m/z 91.10 14.53%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
134 12.00 12.20 12.40 12.60
5000 m/z 120.10 9.60%
91
15 27 39 51565 77 gg 105 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119 12.00 12.20 12.40 12.60
m/z 77.10 8.34%
5000
15 27 41 51 58 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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, 1,2,4,5-tetramethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.65 4.49 ug/L 416155 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
Abundance Scan 3569 (12.649 min): VU028169.D (-3559) (-) m/z 119.05 100.00%
119
5000 134
39 77 & 12.40 12.60 12.80 13.00
51 65 103 . . . .
..,....,....,....','....,'.-.?ﬁ.-:':.,...':-,ﬁ“..,'....,.-.-..,..':':I..1.27,.'.'..,... m/z 134.05 45_57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.40 12.60 12.80 13.00
91 m/z 91.05 18.47%
15 27 5 Sleg65 7 103 || 127,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
134 12.40 12.60 12.80 13.00
5000 m/z 117.10 11.50%
39 77 A
15 27 51 5g 65 98 105 127
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 ﬁu
Abundance #14811: o-Cymene
119 12.40 12.60 12.80 13.00
m/z 120.10 10.30%
5000
. ) o1 134
"I"'W"%TI"'“h"'?%'?ﬁ'“f'P'Tzl""v"'?gﬁ”l"u'l'}%z"”'l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 2,4-Dimethylstyrene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.86 3.09 ug/L 285986 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4-Dimethylstyrene 132 C10H12 002234-20-0 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 93
3 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
4 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 86
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 86
Abundance Scan 3635 (12.861 min): VU028169.D (-3624) (-) m/z 117.10 100.00%
1]
5000 132
91
I 51 II | | 103 ‘I |‘ 148 12.60 12.80 13.00 13.20
el e el il 248 72711910 94.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #14041: 2,4-Dimethylstyrene

5000
12.60 12.80 13.00 13.20

m/z 132.10 35.48%

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

117

132 12.60 12.80 13.00 13.20

5000 m/z 115.10 34.13%
91

51 77
65

41 105

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

Abundance #14056: Benzene, 1-ethenyl-3-ethyl-

12.60 12.80 13.00 13.20
m/z 134.10 32.73%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Azulene Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.55 1.09 ug/L 101070 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene 128 C10H8 000275-51-4 94
2 Azulene 128 C10H8 000275-51-4 94
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 3849 (13.549 min): VU028169.D (-3841) (-) m/z 128.10 100.00%
128
5000
51 64 75 102 13.20 13.40 13.60 13.80
el o el 248 Tm/z 127.05  11.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11936: Azulene
128
5000
13.20 13.40 13.60 13.80
51 102 m/z 129.10 11.02%
64
...P...,”?Z,”.%?.”.Na”.,NL.,?ﬂw,ng?,”..p”..f}ﬁ. N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
128
13.20 13.40 13.60 13.80
5000 m/z 51.10 11.01%
51 102
15 28 39 63 75 g 113
mﬁwwwmﬁmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11942: Naphthalene
128 13.20 13.40 13.60 13.80
m/z 125.95 7.76%
5000
102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.

14.24 0.78 ug/L 72151 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 89
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 87
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 81
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 81
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 72

Abundance Scan 4064 (14.240 min): VU028169.D (-4047) (-) m/z 131.10 100.00%

131
73 18 146

5000

14.00 14.20 14.40 14.60
m/z 118.10  55.28%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131

146

5000
14.00 14.20 14.40 14.60

m/z 73.05 50.34%

27 39 91 105
15

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

118 131

N

146 LINLL LB L L L L L LB L LB IR
14.00 14.20 14.40 14.60

m/z 146.05 47 .33%
5000 oL 105

39 51 63 77

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

Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

118 131 14.00 14.20 14.40 14.60

146 m/z 117.10 29.49%
5000 105
91
27 39 51 g3 77 ‘ ‘
”“”q””“”qm”ﬂmqﬁh“”M””p”qﬂupﬂﬁujp”qﬂhpuq”“

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.

14.35 0.55 ug/L 50696 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 81
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 Cl11H14 1000189-31-0 81
Abundance Scan 4098 (14.350 min): VU028169.D (-4086) (-) m/z 131.10 100.00%

131
118
146
5000
160 14.00 14.20 14.40 14.60

m/z 118.10 67 .32%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131

118

146

5000
14.00 14.20 14.40 14.60

39 91 105
m/z 146.10 51.97%

77

27
15

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

Abundance
118 131
146 14.00 14.20 14.40 14.60
5000 m/z 117.10 46 .41%
27 39 91 105
15 51 s 77
mmmmmrﬂm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- e e ST
118 131 1400 1420 1440 1460
146 m/z 115.10 34.18%
5000 105
91
B e T | W
S TR N MO Y N | Ny
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Bicyclo[4.4.1]jundeca-1,3,5,... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
14.80 0.66 ug/L 61336 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[4.4.1]jundeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 83
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 50
3 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 46
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 46
5 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 46

Abundance Scan 4238 (14.800 min): VU028169.D (-4229) (-) m/z 141.10 100.00%

118 141
160
5000

207 14.40 14.60 14.80 15.00 15.20
m/z 142.05  98.84%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19244: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene
141
115

5000 L B e e
14. 40 14. 60 14. 80 15. OO 15 20

m/z 118.10 96 .05%

39 51 89
...,.2.7..\,....,‘\.‘.w.f’,..%..1,0.2..‘1,1.2.6..‘“...,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118
145

14.40 14.60 14.80 15.00 15.20

5000 m/z 115.10 69.72%
o1 160
2839 51 g5 77 103 1%
15
a2 B A W B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19241: 1H-Indene, 1-ethylidene- T
141 14. 40 14. 60 14. 80 15. 00 15. 20

m/z 160.20 58 .95%

5000 115 m/\A/\AJ\/\/\/\
63 ﬂANV\
39 50 °° 74 89 Il

m/z--> 20 40 60 80 100 120 140 160 180 200 14. 40 14. 60 14. 80 15. 00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.87 0.86 ug/L 79464 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 70
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 70
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 49
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 43
Abundance Scan 4260 (14.871 min): VU028169.D (-4250) (-) m/z 145.10 100.00%
145
118 160
5000
51 77 9 Cia'60 1480 1500 1500
281 14.60 14.80 15.00 15.20
m/z 142 .05 61.00%
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
14.60 14.80 15.00 15.20
128 | 160 m/z 160.10 58.36%
51 7791105 | | |
m/z--> 20 40 60 80 160 120 150 160 180 200 220 240 260 280
Abundance
118
145
14.60 14.80 15.00 15.20
5000 m/z 118.10 52.38%
160
91
51 77
14 %8
Wmmmwwwmwm
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!-
145 14.60 14.80 15.00 15.20
m/z 115.00 49_97%
5000
160
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 ' 14.60 14,80 15.00 15,20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
15.55 0.69 ug/L 63620 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 92
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 90
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 89
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 87
Abundance Scan 4471 (15.549 min): VU028169.D (-4453) (-) m/z 145.10 100.00%
145
5000 160
e 150 1540 1560 1580 "
63 : : :
2 4 2% "hn/z 160.10  35.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30937: Naphthalene, 1,2,3,4-tetrahydro-5,6-dimethy!-
145
5000 160
15.20 15.40 15.60 15.80
117132 m/z 128.05 20.97%
15 27 39 51 65 77 ST 1057 ) )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145
15.20 1540 15.60 15.80
5000 m/z 115.05 19.11%
115 128 160
51 65 77 91 103
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30934: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- R RN s o
145 15.20 15.40 15.60 15.80
m/z 132.10 18.28%
5000
115 128 160
15 27 39 51 77 91
L Sk I
m/z--> 20 40 60 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111518\
Data File : VU028169.D

Acq On : 15 Nov 2018 14:16

Operator : MD/SY

Sample - J5943-03RE

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111418WMA _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: Cyc... 1.52 1.0 ug/L 74953 1 5.89 371050 5.0
(DEL) Alkane: Cyc... 1.91 0.9 ug/L 68410 1 5.89 371050 5.0
(DEL) Alkane: Cyc... 1.96 1.3 ug/L 99091 1 5.89 371050 5.0
(DEL) Alkane: Cyc... 2.14 0.8 ug/L 59601 1 5.89 371050 5.0
Cyclopentene 2.68 0.6 ug/L 45081 1 5.89 371050 5.0
(DEL) Alkane: Cyc... 3.19 0.6 ug/L 45478 1 5.89 371050 5.0
Methane-d, trichl... 8.85 1.3 ug/L 120317 2 9.09 476049 5.0
Benzene, 1,2,3-tr... 10.78 10.5 ug/L 970469 3 11.48 463380 5.0
Benzene, 1,2,4-tr... 10.97 0.5 ug/L 48536 3 11.48 463380 5.0
Indane 11.04 5.0 ug/L 460508 3 11.48 463380 5.0
Benzene, l-methyl... 11.22 2.1 ug/L 197448 3 11.48 463380 5.0
Benzene, 2-ethyl-_.. 11.33 5.0 ug/L 465258 3 11.48 463380 5.0
o-Cymene 11.71 7.9 ug/L 730073 3 11.48 463380 5.0
Benzene, l-methyl... 12.05 2.2 ug/L 207018 3 11.48 463380 5.0
Benzene, 4-ethyl-_.. 12.25 20.1 ug/L 1863820 3 11.48 463380 5.0
Benzene, 1,2,3,5-... 12.32 3.3 ug/L 301244 3 11.48 463380 5.0
Benzene, 1,2,4,5-... 12.65 4.5 ug/L 416155 3 11.48 463380 5.0
2,4-Dimethylstyrene 12.86 3.1 ug/L 285986 3 11.48 463380 5.0
Azulene 13.55 1.1 ug/L 101070 3 11.48 463380 5.0
Naphthalene, 1,2,... 14.24 0.8 ug/L 72151 3 11.48 463380 5.0
Naphthalene, 1,2,... 14.35 0.6 ug/L 50696 3 11.48 463380 5.0
Bicyclo[4.4.1Jund... 14.80 0.7 ug/L 61336 3 11.48 463380 5.0
1H-Indene, 2,3-di... 14.87 0.9 ug/L 79464 3 11.48 463380 5.0
Naphthalene, 1,2,... 15.55 0.7 ug/L 63620 3 11.48 463380 5.0
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