LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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\SOMUTR053120WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.485 36 45 76 rBv 550396 2203921 100.00% 5.028%
2 1.613 81 85 91 rvB2 102950 127508 5.79% 0.291%
3 1.932 178 184 201 rVB 97929 145674 6.61% 0.332%
4 2.012 203 209 219 rVB 101423 141022 6.40% 0.322%
5 2.591 377 389 408 rBV 159120 287558 13.05% 0.656%
6 3.073 526 539 546 rBV2 55730 119900 5.44% 0.274%
7 3.395 623 639 657 rBV 89624 201731 9.15% 0.460%
8 4_.572 989 1005 1021 rVvv2 72638 174443 7.92% 0.398%
9 4.674 1021 1037 1074 rBv2 205142 588699 26.71% 1.343%
10 5.102 1153 1170 1184 rBVvV2 184698 403475 18.31% 0.920%

11 5.420 1249 1269 1281 rBV5 134777 341177 15.48% 0.778%
12 5.498 1281 1293 1312 rVB 129753 287465 13.04% 0.656%
13 5.671 1339 1347 1357 rvv2 97468 218207 9.90% 0.498%
14 5.758 1357 1374 1396 rVvV3 361700 956939 43.42% 2.183%
15 5.883 1399 1413 1424 rVV 161081 334055 15.16% 0.762%

16 5.954 1424 1435 1444 rvv2 110915 231313 10.50% 0.528%
17 6.022 1444 1456 1475 rVB2 247090 528118 23.96% 1.205%
18 6.163 1488 1500 1516 rBV2 82214 157750 7.16% 0.360%
19 6.279 1522 1536 1571 rVB 352553 688851 31.26% 1.572%
20 6.719 1659 1673 1680 rBvV 236498 460361 20.89% 1.050%

21 6.790 1681 1695 1718 rVV 713845 1837541 83.38% 4.192%
22 7.099 1775 1791 1816 rBV 234914 486811 22.09%% 1.111%
23 7.260 1828 1841 1875 rVB 225516 459866 20.87% 1.049%
24 7.520 1908 1922 1930 rVv4 67302 149337 6.78% 0.341%
25 7.594 1930 1945 1964 rvv3 123789 357894 16.24% 0.816%

26 7.790 1993 2006 2019 rvVB4 45641 112640 5.11% 0.257%
27 7.880 2019 2034 2039 rBV2 457965 843842 38.29% 1.925%
28 7.919 2040 2046 2075 rVvVvV2 626047 1181258 53.60% 2.695%
29 8.060 2076 2090 2101 rVvv2 150588 351914 15.97% 0.803%
30 8.118 2101 2108 2111 rVvv4 95134 140939 6.39% 0.322%

31 8.150 2112 2118 2126 rVV 168280 273687 12.42% 0.624%
32 8.202 2126 2134 2142 rVV 96069 155062 7.04% 0.354%
33 8.266 2142 2154 2175 rVB3 419576 817833 37.11% 1.866%
34 8.391 2179 2193 2203 rBvV 198381 366788 16.64% 0.837%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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\SOMUTRO53120WMA .M
TRACE VOA SOMO1.0

35 8.655 2260 2275 2303 rBvV 855774 1640783 74.45% 3.743%

36 8.829 2318 2329 2337 rBV5 116484 226424 10.27% 0.517%
37 8.883 2338 2346 2355 rVB 307923 476530 21.62% 1.087%
38 8.944 2355 2365 2374 rBV 313558 534584 24.26% 1.220%
39 9.086 2399 2409 2418 rBV3 62360 110730 5.02% 0.253%
40 9.182 2430 2439 2447 rVV4 148592 256755 11.65% 0.586%

41 9.227 2447 2453 2470 rVB3 99818 176145 7.99% 0.402%
42 9.350 2470 2491 2506 rBV 86573 193872 8.80% 0.442%
43 9.436 2506 2518 2530 rBV 501077 856476 38.86% 1.954%
44 9.526 2539 2546 2554 rVB 84583 121915 5.53% 0.278%
45 9.581 2555 2563 2576 rVB4 100946 193462 8.78% 0.441%

46 9.710 2589 2603 2615 rBV3 330431 893072 40.52% 2.037%
47 9.906 2650 2664 2676 rBV 98558 186932 8.48% 0.426%
48 10.050 2692 2709 2716 rBV3 194484 459653 20.86% 1.049%
49 10.256 2758 2773 2776 rBV6 104544 184469 8.37% 0.421%
50 10.288 2776 2783 2798 rVV 238899 445949 20.23% 1.017%

51 10.372 2799 2809 2829 rVVv8 217528 545347 24 .74% 1.244%
52 10.552 2856 2865 2879 rBV9 45466 120228 5.46% 0.274%
53 10.713 2906 2915 2923 rBV3 103527 172770 7.84% 0.394%
54 10.771 2924 2933 2942 rVV 240173 418637 19.00% 0.955%
55 10.825 2942 2950 2969 rVV6 118354 234095 10.62% 0.534%

56 10.919 2970 2979 2986 rVV 71477 119224 5.41% 0.272%
57 11.012 2998 3008 3023 rVV 328321 851585 38.64% 1.943%
58 11.102 3025 3036 3056 rvVv 747603 1348722 61.20% 3.077%
59 11.304 3088 3099 3119 rVB2 169206 366330 16.62% 0.836%
60 11.478 3143 3153 3180 rVB 996879 1591035 72.19% 3.630%

61 11.620 3180 3197 3202 rBV5 77326 145109 6.58% 0.331%
62 11.655 3203 3208 3220 rVB 91789 143610 6.52% 0.328%
63 11.755 3232 3239 3247 rVV2 164618 247644 11.24% 0.565%
64 11.822 3247 3260 3273 rVB2 608939 1065121 48.33% 2.430%
65 11.906 3273 3286 3297 rBV 341789 540087 24.51% 1.232%

66 12.111 3336 3350 3351 rVvVv 129848 170399 7.73% 0.389%
67 12.134 3352 3357 3366 rVvVv 294844 438357 19.89%% 1.000%
68 12.201 3366 3378 3397 rVB3 1118583 1982230 89.94% 4.522%
69 12.311 3403 3412 3426 rBv4 63506 135466 6.15% 0.309%
70 12.385 3426 3435 3449 rVB 198030 324084 14.70% 0.739%

71 12.475 3451 3463 3468 rBV 178787 288578 13.09% 0.658%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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\SOMUTRO053120WMA .M

- TRACE VOA SOMO1.0

72 12.507 3468 3473 3482 rVB 203110 293635 13.32% 0.670%
73 12.584 3487 3497 3505 rVvVv 386474 580503 26.34% 1.324%
74 12.722 3523 3540 3553 rBV6 213726 652803 29.62% 1.489%
75 12.828 3561 3573 3583 rBV3 168139 322890 14.65% 0.737%

76 12.890 3583 3592 3603 rVB4 170492 325804 14.78% 0.743%
77 12.992 3616 3624 3632 rVB 321382 486085 22.06% 1.109%
78 13.044 3632 3640 3657 rVB2 550797 935386 42.44% 2.134%
79 13.131 3657 3667 3673 rBv4 150353 260995 11.84% 0.595%
80 13.275 3705 3712 3717 rBV3 74351 110295 5.00% 0.252%

81 13.427 3750 3759 3764 rBV4 143359 226427 10.27% 0.517%
82 13.472 3764 3773 3787 rVB2 522819 942780 42.78% 2.151%
83 13.584 3801 3808 3815 rBV 114990 153094 6.95% 0.349%
84 13.648 3820 3828 3852 rVB4 185432 478812 21.73% 1.092%
85 13.761 3853 3863 3871 rBV3 84811 158520 7.19% 0.362%

86 13.864 3885 3895 3910 rBV5 264496 632305 28.69% 1.443%
87 14.089 3958 3965 3975 rvv4 109502 180420 8.19% 0.412%
88 14.147 3976 3983 3994 rVB 116345 183236 8.31% 0.418%
89 14.217 3994 4005 4021 rVB4 132283 266315 12.08% 0.608%
90 14.320 4021 4037 4050 rBv4 140488 345996 15.70% 0.789%

91 14.716 4146 4160 4172 rVB6 170347 431850 19.59% 0.985%
92 14.848 4193 4201 4214 rVB4 79298 131032 5.95% 0.299%
93 14.918 4215 4223 4233 rVB3 68774 117209 5.32% 0.267%
94 14.980 4233 4242 4253 rVB2 69030 114165 5.18% 0.260%
95 15.057 4255 4266 4289 rBV5 197199 401747 18.23% 0.917%

96 15.314 4338 4346 4359 rVB5 86187 162111 7.36% 0.370%
97 15.452 4379 4389 4401 rBV3 102679 203910 9.25% 0.465%
98 15.976 4545 4552 4568 rVB4 50768 116818 5.30% 0.267%
99 16.317 4644 4658 4668 rBV3 65161 133094 6.04% 0.304%
100 16.465 4695 4704 4711 rBV2 89224 145692 6.61% 0.332%

Sum of corrected areas: 43833917
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
VU038525.D

03 Jun 2020 19:44

SY/MD

L2844-15

25.0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 1 Sulfur dioxide Concentration Rank 1

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

1.48 16.00 ug/L 2203920 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 43 (1.478 min): VU038525.D (-36) (-) m/z 64.00 100.00%
64
5000 48 /\\\\—-~\\\\\‘—_*_‘_
1.40 1.50 1.60 1.70 1.80 .90
O S I e o m/z 48.00 50.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48 UAARARIRRAN KRN ARSI A
1.40 1.50 1.60 1.70 1.80 1.90
m/z 66.00 4 .84%
16 R
| |
Ot e e
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
1.40 1.50 1.60 1.70 1.80 .90
5000 48 m/z 50.00 2.36%
17
32 76 96
e L L L L B UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo- R A ARRRRAREL LSS
64 1.40 1.50 1.60 1.70 1.80 1.90
m/z 65.00 0.80%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169
m/z--> 20 40 60 80 100 120 140 160 1.40 1.50 1.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 55

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

2.01 1.02 ug/L 141022 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 90
3 Butane. 2-methvl- 72 C5H12 000078-78-4 83
4 3-Buten-1-ol 72 C4H80 000627-27-0 43
5 Pentane 72 C5H12 000109-66-0 42

Abundance Scan 208 (2.009 min): VU038525.D (-203) (-) m/z 43.05 100.00%
43
57
5000
39
72
36 5053 || 62 66 1.60 1.80 2.00 2.20 2.40
Obrrrrerrrprrreprmrrreprrerrerrrr Gt e e 0288 L Tm/Zz 41.00  90.42%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 3 m/z 42.00 83.76%
o s o) |l s a7 72
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
. 160 1.80 200 220 2.40
5000 29 m/z 57.10 77.61%
39
o 1 2 26 33 5053 616467 2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #712: Butane, 2-methyl- frr
43 1.60 1.80 2.00 2.20 2.40
m/z 38.95 31.17%
57
5000 21
39
15
0 2 12“ 1] 0 ! l 5953\‘ . 7\2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 57

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

3.07 0.87 ug/L 119900 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 90
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 80
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 80
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 78
5 1,2,3-Trimethyldiaziridine 86 C4H10N2 113604-56-1 45

Abundance Scan 538 (3.070 min): VU038525.D (-526) (-) m/z 42.95 100.00%
43
5000
71
39 -
51 62 67 76 86 2.80 3.00 3.20 3.40
0““MHMWMHNWNWNWMHMWM4“WMWHJNH“W“M“W“W“W“W“W“ m/z 42.05 88.02%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl-
43
5000 AR AR LRSS AR AR
71 2.80 3.00 3.20 3.40
39 m/z 40.95 47 .31%
27 55 86
0 15 | || | 5:I'| | 6367 |
LA LA L) SR RS ML RS BAAA RALLN KALLA LARAN AL LARREARE) LR URAL RARA BRAMI AL B K
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
42
2.80 3.00 3.20 3.40
5000 m/z 71.10 31.98%
71
27
o 15 32 38 51 5 6367 77 8
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 /\
Abundance #1831: Butane, 2,3-dimethy!l- L e o A B
43 2.80 3.00 3.20 3.40
m/z 38.95 22.12%
5000
27
39 71
0 1 15 | 34 ||| 51% 61 67| 77 86
m/z--> (I) é :I.IO 1|5 2|0 2|5 3|0 3|5 40 45 5|O 5|5 6|0 6|5 7IO 7|5 8IO 8|5 9|0 9|5 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 39

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

3.39 1.46 ug/L 201731 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 87
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 86
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 42

Abundance Scan 638 (3.392 min): VU038525.D (-623) (-) m/z 57.10 100.00%
g7
41
5000
37 53| eae7’l76 86 3.00 3.20 3.40 3.60 3.80
0""'"'I""I""I""I""I""I'"'I""I"'II'!I'I""I:'I'!' !'I""I""I“"I""I""I""I""I' m/z  56.10 84.08%
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000 A SR SRR SRR

3.00 3.20 3.40 3.60 3.80
m/z 41.10 63.28%

15 | 333ﬂ,i45495% 61 6771 77 86

1 25
Otrrrrrrrrprrrrprerrprrr e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
a1 3.00 3.20 3.40 3.60 3.80
5000 29 m/z 43.10 23.46%
o 15 37 53 6367 /% 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1827: Pentane, 3-methyl-
57 3.00 3.20 3.40 3.60 3.80
m/z 39.00 20.70%
29 41
5000
2 15 ‘ ‘ 53|, 1 86
ol e e e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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: Cyclic4.57 Concentration Rank 43

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

4_.57 1.27 ug/L 174443 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 83
3 Cvclohexane 84 C6H12 000110-82-7 80
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
5 Cyclohexane 84 C6H12 000110-82-7 72

Abundance Scan 1005 (4.572 min): VU038525.D (-989) (-) m/z 56.05 100.00%
56
5000 4l 69 ‘!
o/, st | 6| 74 79 % 420 4.40 4.60 4.80 5.00
Obvrrerprerprerrrr e e e o e pree e e e e e m/z 40.95 51.58%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 h
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 4.60 4.80 5.00
o8 o m/z 69.10 46.12%
R 0 N
O T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
4 420 440 460 4.80 500
5000 m/z 55.10 24 _75%
69
21 84
o 1 15 3337 51 | 6165 77
LR R LSy L) AN A UL L) Kk A M) AN R M AL L L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1457: Cyclohexane
56 420 4.40 4.60 4.80 5.00
41 84 m/z 42.00 21.84%
5000 7
69
0 2 1\5 | ‘ | ?\1\\ l 6165\ ‘ 77 1
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 25

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

5.50 2.09 ug/L 287465 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 90
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 83
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 81
5 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 64

Abundance Scan 1294 (5.501 min): VU038525.D (-1281) (-) m/z 56.10 100.00%

56
43
5000 71

85 5.20 5.40 5.60 5.80
0 ...,....,....,....,..?7.|,.|..?,Q.'.| Lol Tl 100 T 43 10 74.50%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3985: Pentane, 2,3-dimethyl-
48 56
5000
29 1 5.20 540 560 5.80

m/z 57.05 70.66%

37] | 50 ||| 63 | 77 & 100

0...,....,....,....,....,:..,.'..,....,....,....,....,....,
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43 56
5.20 5.40 5.60 5.80
5000 m/z 41.05 62.33%
29 71
0 15 37 50 65 77 8 100
L L o o o e e B e AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3987: Pentane, 2,3-dimethyl-
a3 56 5.20 5.40 5.60 5.80
m/z 71.10 42 .30%
5000 29
71
o2 a7 so ]l es | 77 & 100
B i B L o RN R EE s L a s s s s e R R S
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 34

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

5.67 1.58 ug/L 218207 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. 2-methvl-. (2)- 98 C7H14 015840-60-5 43
2 1-Pentene. 3.3-dimethvl- 98 C7H14 003404-73-7 38
3 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 38
4 2-Hexene. 3-methvl-. (2)- 98 C7H14 010574-36-4 35
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 35

Abundance Scan 1347 (5.671 min): VU038525.D (-1339) (-) m/z 55.00 100.00%
5 6o
5000 41
77 98 5.40 5.60 5.80 6.00
AN | [ A .,‘??'.'!!...n.l,'!:..,..-.:,.... m/z 69.10 99.77%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3379: 3-Hexene, 2-methyl-, (2)-
il 55 69
5000
- 08 5.40 5.60 5.80 6.00
83 m/z 56.10 97 .94%
5 N osyll eyl 7
L S UL S UL U I I UL UL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
41 69
5.40 5.60 5.80 6.00
5000 55 m/z 83.10 95.21%
27
83
15 50 63 77 98
G L S UL S UL UL I UL UL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56 5.40 5.60 5.80 6.00
m/z 41.00 41.42%
41 69
5000 83
27
X O A S 20
m/z--> 10 20 30 40 50 60 70 8 90 100 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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: Cyclic5.88 Concentration Rank 21

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

5.88 2.42 ug/L 334055 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 64
2 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 64
3 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 64
4 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 64
5 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 64

Abundance Scan 1412 (5.880 min): VU038525.D (-1399) (-) m/z 70.05 100.00%
70
41 55
5000
| H 8 560 580 6.00 6.20
o..,....,....,....;I...S?.':.'.,??. ..7?-,'.'...?1....,...., m/z 55.05 57.68%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
- 5.60 5.80 6.00 6.20
83 98 m/z 56.05 56.80%
Lo e syl AR
m/z--> 10 ' 3 40 50 60 70 8 90 100 '
Abundance
56 70
41
5.60 5.80 6.00 6.20
5000 m/z 41.00 52.06%
21 83 98
15 50 65 77
G S S L UL S UL S SIS S B
m/z--> 10 30 50 60 70 80 90 100
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56 70 5.60 5.80 6.00 6.20
41 m/z 43.05 47 .01%
5000
27 83
98
Oy '|""59" M |'§§' "??I""I" 'll"'
m/z--> 10 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20

SOMUTRO53120WMA .M Fri Nov 06 07:47:08 2020
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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: Cyclic5.95 Concentration Rank 31

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

5.95 1.68 ug/L 231313 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 91
2 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 91
3 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 90
4 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 90
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 90

Abundance Scan 1434 (5.951 min): VU038525.D (-1424) (-) m/z 70.05 100.00%
6 70
41
5000 83
98
77 ‘ 5.60 5.80 6.00 6.20
0 ...,....,....,....,...:‘:I..ﬁ?'!.'.,??.': il O "m/z 56.10  93.32%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
- 5.60 5.80 6.00 6.20
83 98 m/z 55.10 79.64%
O ..,.}E.,. .JJ,.. 'l'..Fﬁa” J.,??nw"..??,...., s
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance
56 70
41
5.60 5.80 6.00 6.20
5000 m/z 41.05 63.13%
27 83
98
50 63 77
e LS IR AL AL I I UL UL RS WA
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3408: Cyclopentane, 1,2-dimethyl-, cis-
56 70 5.60 5.80 6.00 6.20
a1 m/z 83.10 36.18%
5000
27
98
83
oLt | s ‘w 50, 63”“ 77|
m/z--> 0 10 20 30 40 50 60 70 8 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 8

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

6.02 3.83 ug/L 528118 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvilcvclobutane 98 C7H14 000872-56-0 93
2 Cvclopentane. 1.2-dimethvl-., trans- 98 C7H14 000822-50-4 91
3 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 90
4 1-Heptene 98 C7H14 000592-76-7 83
5 1-Heptene 98 C7H14 000592-76-7 72

Abundance Scan 1455 (6.018 min): VU038525.D (-1444) (-) m/z 56.10 100.00%
56
70
41
5000
98
|| 83 5.60 5.80 6.00 6.20 6.40
77 : : : :
N | - | S S0 N B -0 T R 1O B
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3336: Isopropylcyclobutane
41 5
70
5000 27
5.60 5.80 6.00 6.20 6.40
83 98 m/z 70.10 70.35%
||| .I| 59“'63:..77
e L IR AL L IR IS UL UL RS WA
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance
56
4 20 560 5.80 6.00 6.20 6.40
5000 m/z 41.00 55.39%
27 98
83
oL 1 15 34 50, | 63 77 89
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3418: Cyclopentane, 1,2-dimethyl-, trans-
56 5.60 5.80 6.00 6.20 6.40
70 m/z 69.10 33.99%
41
5000
27 83 %8
o I35 [ ], 50,0 e3 | 77 | g9
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 47

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

6.16 1.15 ug/L 157750 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 78
3 Heptane 100 C7H16 000142-82-5 74
4 Heptane 100 C7H16 000142-82-5 68
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 59

Abundance Scan 1499 (6.160 min): VU038525.D (-1488) (-) m/z 43.00 100.00%
a3
57 71
5000
100
5.80 6.00 6.20 6.40
85
0...,....,....,....,....|-,I:..?1.-.|.:,.‘.3‘L.3'.,:.?7.,..'..,....,...., m/z 41.00  66.34%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3972: Heptane
a3
5000 57 71
29 5.80 6.00 6.20 6.40
m/z 71.05 65.38%
100
0 15 |, 37||, 51 J 65 | 85
miz--> 0 10 20 30 40 50 60 70 8 9 100
Abundance
43
5.80 6.00 6.20 6.40
5000 29 57 71 m/z 57.05 58.96%
100
> B 51 63 85
e O IR L U UL AL SRS UL R IR AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3973: Heptane
43 5.80 6.00 6.20 6.40
m/z 56.10 41.41%
57
5000 &
29 100
| e
e R R U UL RS IR UL R LR AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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: Cyclic7.10 Concentration Rank 9

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

7.10 3.53 ug/L 486811 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 016883-48-0 93
2 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 90
3 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 004850-28-6 87
4 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 87
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 78

Abundance Scan 1791 (7.099 min): VU038525.D (-1775) (-) m/z 70.05 100.00%
70
55
5000
41
84 97 112 6.80 7.00 7.20 7.40
o...,....,....,....|',|I'...,.l:.'l.,‘??.':'..?Z,.':..?.l.'.'.,....,.'...,. m/z 55.10 66.59%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6832: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta. 4...
70
55
5000
41 6.80 7.00 7.20 7.40
27 1o m/z 41.00 25.91%
o 15 || 3 el 7 e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
70
55 6.80 7.00 7.20 7.40
5000 m/z  69.05 22.72%
41
o 23 29 63 | 778 91 9 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6833: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,...
70 6.80 7.00 7.20 7.40
55 m/z 42.00 17 .85%
5000
41
27
o 15 |j3allla7 ] 63 [ 778 o1 9 12
m/z--> 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 U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 13 (DEL) Alkane: Cyclic7.26 Concentration Rank 10

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

7.26 3.34 ug/L 459866 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 015890-40-1 95
2 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 015890-40-1 93
3 Cvclopentane. 1.2.3-trimethvl- 112 C8H16 002815-57-8 91
4 1-Heptene. 3-methvl- 112 C8H16 004810-09-7 68
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 64

Abundance Scan 1841 (7.260 min): VU038525.D (-1828) (-) m/z 70.05 100.00%
55 70
5000 41
84
97 112 7.00 7.20 7.40 7.60
77 ‘
0 ...,....,....,....|;I'...,-.|.- |.,‘.3?1.': Ll 2l "m/z 55.05 88.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6834: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
41
5000
7 7.00 7.20 7.40 7.60
84 112 m/z 56.05 80.59%
oL 15 L1 soll soli 77 [ o0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
56 70
7.00 7.20 7.40 7.60
5000 41 m/z 40.95 48.08%
27 84
50 63 77 o 12
G R R R UL RS AN R RN LR BASS RRRRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6790: Cyclopentane, 1,2,3-trimethyl-
56 70 7.00 7.20 7.40 7.60
m/z 69.05 40.78%
5000
41
7 ‘ ‘ ‘ 84 112
0"'P'”I'”MP"h””'I“'W"“‘”??PM”I'?ZP'”I”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60

SOMUTRO53120WMA .M Fri Nov 06 07:47:11 2020 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 51

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

7.52 1.08 ug/L 149337 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2-methvl- 114 C8H18 000592-27-8 81
2 Heptane. 2-methvl- 114 C8H18 000592-27-8 74
3 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 58
4 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 53
5 Heptane, 2,3,5-trimethyl- 142 C10H22 020278-85-7 50

Abundance Scan 1922 (7.520 min): VU038525.D (-1908) (-) m/z 57.10 100.00%
43
5000
70 99
114 7.20 7.40 7.60 7.80
85
0 ...,....,....,....,....L...?ﬁ'.-.“:,....'!|..??,..-..,....'|,....,:.'..,.. m/z 43.00 80.93%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7632: Heptane, 2-methyl-
a3 57
5000
29 0 7.20 7.40 7.60 7.80
99 m/z 41.10 46.47%
|‘ | P 114
0 '"|'“'l'%?'w'"l'ﬁqh"'?g“hll"“|"??|““'|"“|""w"'|'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43 57
7.20 7.40 7.60 7.80
5000 m/z 42.00 37.23%
29 70 99
15 50 85 114
o L AR RS R RN RS AR RN RARAS RAARN SARRN RARRN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7639: Hexane, 2,5-dimethyl-
43 57 7.20 7.40 7.60 7.80
m/z 99.10 21.95%
5000
27 71 99
o2 15 |1l soy ee | 7mes |
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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: Straight-Chai... Concentration Rank 61

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

7.79 0.82 ug/L 112640 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvlene- 112 C8H16 001632-16-2 72
2 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 004850-28-6 72
3 2.3-Dimethvl-1-hexene 112 C8H16 016746-86-4 72
4 3-(Cvclopropvlamino)propionitrile 110 C6H10N2 058196-47-7 64
5 Heptane, 3-methylene- 112 C8H16 001632-16-2 59

Abundance Scan 2006 (7.790 min): VU038525.D (-1993) (-) m/z 70.10 100.00%
70
55
5000
41
83 97 111 7.40 7.60 7.80 8.00 8.20
O et el Sl Ll St “m/z 55.05  55.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6704: Heptane, 3-methylene-
70
55
5000 M
7.40 7.60 7.80 8.00 8.20
27 112 m/z 69.05 24 .98%
83
0'“|“'w'““w'“hh'wJ”'w'*”“'w"“l“'w'“'w'“l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
70
55 7.40 7.60 7.80 8.00 8.20
5000 m/z 41.00 22 .74%
41
27
o 15 34 | 47 63 | 778 o 9 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6701: 2,3-Dimethyl-1-hexene
70 7.40 7.60 7.80 8.00 8.20
55 m/z 42.00 17.71%
41
5000
27 83
o N O PR N A N S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/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_U\METHOD\SOMUTRO53120WMA .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 27

Peak Number 17 (DEL) Alkane: Cyclic8.06

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

8.06 2.05 ug/L 351914 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 97
2 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 95
3 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 91
4 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 72
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64

Abundance Scan 2090 (8.060 min): VU038525.D (-2076) (-) m/z 97.10 100.00%
o7
55
5000 69
41
77 83 112 7.80 8.00 8.20 8.40
o...“.”,.”.“..Lﬂn.rme??M'”..ﬁu”,.A!..”,”.w. m/z 55.10 63.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6750: Cyclohexane, 1,1-dimethyl-
o7
55
5000 41 69
7.80 8.00 8.20 8.40
‘ m/z 69.10 42.18%
o...,.%?.,...l.l,....|,u...,.u..I.,??.u;..??,ﬁ“..?%.n,....}%?..,.
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance
97
55
7.80 8.00 8.20 8.40
5000 41 69 m/z 56.05 34 .50%
27
0 15 47 63 77 84 91 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6745: Cyclohexane, 1,1-dimethyl-
o7 7.80 8.00 8.20 8.40
55 m/z 41.00 32.94%
5000 69
41
L5 A [ es, ) 778 o | 112
m/z--> 10 20 30 40 50 60 70 8 90 100 11'0 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 60

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

8.12 0.82 ug/L 140939 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-1-Butvl-2-methvilcvclopropane 112 C8H16 038851-69-3 49
2 2-Hexene. 2.3-dimethvl- 112 C8H16 007145-20-2 46
3 4-Octene. (2)- 112 C8H16 007642-15-1 46
4 2-Pentene. 3-ethvl-2-methvl- 112 C8H16 019780-67-7 46
5 2-Octene, (2)- 112 C8H16 007642-04-8 46

Abundance Scan 2109 (8.121 min): VU038525.D (-2101) (-) m/z 83.10 100.00%
55 83
41 70
5000
‘ 112
7.80 8.00 8.20 8.40
0..,....,....,....‘|.|...i-“| 63, |.,....',||.'..,??..,....,-.-...,. m/z 55.05 96.66%
m/z--> 10 20 30 40 50 90 100 110 120
Abundance #6798: cis—l—ButyI 2- methylcyclopropane
55 70
42
5000
83 112 7.80 8.00 8.20 8.40
m/z 70.10 75 .54%
. | R I
G R A N U U UL UL UL L B M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55
83
7.80 8.00 8.20 8.40
5000 41 m/z 41.00 70.03%
69 112
27
ol 14 63 77 91 97
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6646: 4-Octene, (2)-
1 55 7.80 8.00 8.20 8.40
m/z 56.05 66 .59%
5000 70
27 83 112
ol 15 H \‘\ a9, 63, 71 | o197
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/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_U\METHOD\SOMUTRO53120WMA .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 19 (DEL) Alkane: Straight-Chai...

Concentration Rank 33

001069-53-0 78
001069-53-0 64
000111-65-9 64
1000309-32-8 64
1000309-13-7 64

7.80

43.05 100.00%

8.00 8.20 8.40

m/z

7.80

85.10 53.88%

8.00 8.20 8.40

m/z

7.80

57.10 42.50%

8.00 8.20 8.40

m/z

7.80

41.00 33.51%

8.00 8.20 8.40

m/z

71.10 30.16%

R.T. EstConc Area Relative to ISTD
8.15 1.60 ug/L 273687 Chlorobenzene-d5
Hit# of 5 Tentative ID MW  MolForm
1 Hexane. 2.3.5-trimethvl- 128 C9H20
2 Hexane. 2.3.5-trimethvl- 128 C9H20
3 Octane 114 C8H18
4 Oxalic acid. isohexvl pentvl ester 244 C13H2404
5 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S
Abundance Scan 2118 (8.150 min): VU038525.D (-2112) (-)
48
85
5000 57
71
114
0 . 51 | | .98
B o B B o e R AR R R R En
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12708: Hexane, 2,3,5-trimethyl-
43
5000 85
27 7 71
0 3n||, 50 ”| 65 || 77 L 91 97 113 128
B L K I O e A M SR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
5000
85
57
27 71
0 37 50 65 77 113 128
L e B e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7619: Octane
43
5000
57
29 71 85
o 1 37“\‘ = | 114
B e i T T R B & Rl
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

7.80

8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 20 (DEL) Alkane: Cyclic8.27 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.27 4.77 ug/L 817833 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane.
2 Cvclohexane.

4 Cvclohexane.

006876-23-9 95
006876-23-9 95
006876-23-9 94
002207-03-6 90

1.2-dim
1.2-dim
3 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16
1.3-dim
1,3-dim

5 Cyclohexane, 002207-03-6 90

Abundance Scan 2155 (8.269 min): VU038525.D (-2142) (-) m/z 97.10 100.00%
55 97
5000 41
69 112
‘ H 8 8.00 8.20 8.40 8.60
o...,....,....,....LI'...,.'.-.'.F?.'.'!,n...,~:|.'..,..-..',.1.0.5.,.-...,.%?‘?,... m/z 55.05 83.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6819: Cyclohexane, 1,2-dimethyl-, trans-
55 97
41
5000
27 69 112 8.00 8.20 8.40 8.60
‘ H 83 m/z 41.00 40.66%
o.”,AEW.HJ“.”Ll.WJLLF%Jhn”.Hh” N [N MR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
8.00 8.20 8.40 8.60
5000 41 m/z 112.20 37.33%
69 a3 112
27
0 15 62
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6820: Cyclohexane, 1,2-dimethyl-, trans-
55 7 8.00 8.20 8.40 8.60
m/z 56.05 32.05%
41
5000
69 112
I P
8N S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/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_U\METHOD\SOMUTRO53120WMA .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 24

Peak Number 21 (DEL) Alkane: Cyclic8.39

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

8.39 2.14 ug/L 366788 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 96
2 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 95
3 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 93
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 91
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91

Abundance Scan 2193 (8.391 min): VU038525.D (-2179) (-) m/z 97.05 100.00%
55 97
5000
41 112
8.00 8.20 840 860 8.80
77
o...“.”,.”.“..Lh”.,hlw??mh..umhn??ﬂ!“.”,m..“ m/z 55.05 83.79%
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000 41
112 8.00 8.20 8.40 860 8.80
69 m/z 112.15 35.21%
83
; ...,.?“?.,...'.',....|,I|..‘.‘9,.'.!'.,‘??..|!...7?,-.':..?%.!!,....,.-...,.
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance
55 o7
8.00 8.20 840 860 8.80
5000 41 m/z 41.05 32.68%
112
27 69
83
15 63 77 91
G R R R UL RS AN R RN LS SRS AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6805: Cyclohexane, 1,4-dimethyl-, cis-
55 97 8.00 8.20 840 860 8.80
m/z 56.05 26.11%
5000 41
112
69
0 ...,.??.,....,....,....,....,??..,..77,....?%...,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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: Cyclic8.83 Concentration Rank 42

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

8.83 1.32 ug/L 226424 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 90
2 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 87
3 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 86
4 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 83
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 76

Abundance Scan 2329 (8.829 min): VU038525.D (-2318) (-) m/z 55.10 100.00%
55
97
5000 at o 8
112
| 62, || 126 8.40 8.60 8.80 9.00 9.20
bttt 82l TR Tm/z 97.100 75.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6799: Cyclohexane, 1,2-dimethyl-, cis-
55
97
5000 41
70 83 112 8.40 8.60 8.80 9.00 9.20
27 m/z 69.10 52 _.78%
0'”I}?W'“'P'”i”'WJ“Lﬁ?”L”'W!L'"JI“'W'”'P'“I“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
41 97 8.40 8.60 8.80 9.00 9.20
5000 0 83 m/z 41.00 52.01%
27 112
o 15 63
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6803: Cyclohexane, 1,2-dimethyl-, cis-
55 8.40 8.60 8.80 9.00 9.20
a1 97 m/z 83.05 51.42%
5000 83
0 112
0,15,,,,,63,, el b SN, A W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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: Cyclic8.88 Concentration Rank 15

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

8.88 2.78 ug/L 476530 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 86
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 83
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 78
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 76

Abundance Scan 2345 (8.880 min): VU038525.D (-2338) (-) m/z 83.10 100.00%
83
55
5000
41 112
9 08 8.60 8.80 9.00 9.20
ol 1 m/z 55.05 65.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6668: Cyclohexane, ethyl-
B
55
5000
41 8.60 8.80 9.00 9.20
112 m/z 82.10 48 .49%
27
O.H.PWJ“.A“U” R ————
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
83
55
8.60 8.80 9.00 9.20
5000 41 m/z 41.00 32.25%
27 112
69
ol 13 97
wmﬁmwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6667: Cyclohexane, ethyl-
83 8.60 8.80 9.00 9.20
55 m/z 112.20 24 .53%
5000
41
112
O.H.PWJP.H“U”J.gf””,”..”.w.”..”..”..”...”“.”,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 (DEL) Alkane: Cyclic8.94 Concentration Rank 12

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

8.94 3.12 ug/L 534584 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 95
2 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 86
3 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 86
4 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 81
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 78

Abundance Scan 2364 (8.941 min): VU038525.D (-2355) (- m/z 111.15 100.00%
141
69
5000
83
8.60 8.80 9.00 9.20
97
o..,....,....,....',L'...,..I'.??..l.,....,.'.-..,....,....,!...,.??‘?,... m/z 69.10  75.41%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 4 5
8.60 8.80 9.00 9.20
27 83 m/z 55.10 40.07%
0"I'%?'P"Lh"'L!L"I'JLI"J'L'"IJ'“I'??'I“"I!"W'%?gl'”
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance
69 111
8.60 8.80 9.00 9.20
5000 a1 55 m/z 41.00 28.66%
83
0 e 62 95 102 126
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11570: 1,1,4-Trimethylcyclohexane
6 111 8.60 8.80 9.00 9.20
m/z 56.10 19.94%
5000 55
41
L5 P e e, B e | 1
m/z--> 10 20 30 4'0 5'0 60 70 80 90 1(')0 110 120 150 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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: Cyclic9.09 Concentration Rank 72

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

9.09 0.65 ug/L 110730 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.3-trimethvl-., (... 126 C9H18 007667-55-2 43
2 Cvclopentane. 1.3-dimethvl-. trans- 98 C7H14 001759-58-6 43
3 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 002613-69-6 35
4 trans-1.2-Diethvl cvclopentane 126 C9H18 000932-40-1 35
5 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 30

Abundance Scan 2410 (9.089 min): VU038525.D (-2399) (-) m/z 55.00 100.00%
56 0
97
5000 41 84
| 63| | | 20 1T6 8.80 9.00 9.20 9.40
0"WH'W”“|““l““il“lilv'“l'hbh”w'”v'“m'“v'“w" m/z 70.05 80.80%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11634: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
55 69
41
97
2000 8.80 9.00 9.20 9.40
11126 m/z 69.00 65.92%
0"%“”I}?I”1L””I””htt'HLP'”MM'PJ!P”'l”'P“W'”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
a 56 70
8.80 9.00 9.20 9.40
5000 m/z 97.10 63.34%
27 83
15 98
oL 1 34 49
mmmﬁmwwmm
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6837: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
70 8.80 9.00 9.20 9.40
55 m/z 56.05 56.62%
5000 a1
84
0 15 M . e i | o7 u
m/z--> 0 10 20 30 40 55 60 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 U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 26 (DEL) Alkane: Cyclic9.18 Concentration Rank 38

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

9.18 1.50 ug/L 256755 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethyl-. (... 126 C9H18 007667-60-9 93
2 Cyclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 90
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 87
4 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 87
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 83

Abundance Scan 2438 (9.179 min): VU038525.D (-2430) (-) m/z 111.15 100.00%
69 111
55
5000 a1
126
” h ‘ 83 97 8.80 9.00 9.20 9.40 9.60
0...,....,....,....,....,-.'...,..-.':,'...-.-,'!'.'..,..-.'.,....-,.'...,...-.,... m/z 69.10 95.49%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #11632: Cyclohexane, 1,2,4—trimethy|—, (1.alpha.,2.beta.,4...
69 111
55
5000 41
126 8.80 9.00 9.20 9.40 9.60
. m/z 55.00 61.20%
L1 T e e e .
miz--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance
69 111
55
41 8.80 9.00 9.20 9.40 9.60
5000 m/z 41.00 38.41%
27 126
15 83
o 48 62 76 90 97 104
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11597: Cyclohexane, 1,3,5-trimethyl-
69 111 8.80 9.00 9.20 9.40 9.60
m/z 126.15 28.88%
5000 %5
41 126
27
0 “'I'%?'P"UI“"IH'“I'“"ﬁ%"l"“Iéf"P'??l"”I""P"'I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 54

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

9.23 1.03 ug/L 176145 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 90
2 Octane. 2-methvl- 128 C9H20 003221-61-2 87
3 Octane. 2-methvl- 128 C9H20 003221-61-2 86
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 64
5 Dodecane, 5-methyl- 184 C13H28 017453-93-9 59

Abundance Scan 2454 (9.231 min): VU038525.D (-2447) (-) m/z 43.00 100.00%
43
57 71
5000 -
113 128 8.80 9.00 9.20 9.40 9.60
o.,....,....|,l...??-:'].,....i.-..?f‘,..:.,...??....,.'...,....',.... m/z 71.10 52.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12671: Octane, 2-methyl-
43
5000 o7
n 8.80 9.00 9.20 9.40 9.60
‘ 85 m/z 57.10 50.81%
o , |, 51 65 | 77 | e M3 12
mz-> 20 ' W % 80 7 8 % 100 110 130 130
Abundance
43
8.80 9.00 9.20 9.40 9.60
5000 57 m/z 41.00 40.96%
71
29 85
o 51 99 13 128
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12672: Octane, 2-methyl-
43 8.80 9.00 9.20 9.40 9.60
m/z 85.10 36.79%
5000 57
29 71
0 M 31‘ 51| 65 ‘ 77 H 91 99 113 128
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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: Straight-Chai... Concentration Rank 48

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

9.35 1.13 ug/L 193872 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 72
2 Octane. 3-methvl- 128 C9H20 002216-33-3 64
3 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 64
4 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 59
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 58

Abundance Scan 2491 (9.350 min): VU038525.D (-2470) (-) m/z 57.05 100.00%
g7
5000
41
H | 70 % 9.00 9.20 9.40 9.60
83 : : - -
o..,....,....,....',!...,.-.|.:,...-.'!'....,:I...??...",....1,1.1...,..?.2?.... m/z 41.00 30.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12669: Octane, 3-methyl-
57
5000
43 9.00 9.20 9.40 9.60
m/z 43.05 29.39%
29 ‘ - 98
ol 15 i ,| 50 | , 85 I 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
9.00 9.20 9.40 9.60
5000 43 m/z 56.10 21.77%
29
98
0 50 [ 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12701: Heptane, 2,5-dimethyl- B R E Ea A
57 9.00 9.20 9.40 9.60
m/z 55.10 18.34%
5000 43
29
0 /] 36‘L 50 J‘ 7} 85 ?P 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Cyclohexene, l-ethyl- Concentration Rank 50

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

9.91 1.09 ug/L 186932 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. l-ethvl- 110 C8H14 001453-24-3 59
2 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 58
3 Cvclopentane. 1-methvl-2-methvlene- 96 C7H12 041158-41-2 53
4 2-Butenenitrile. 2-amino-3-methvl- 96 C5H8N2 1000196-28-0 49
5 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 49

Abundance Scan 2665 (9.909 min): VU038525.D (-2650) (-) m/z 81.10 100.00%
il
5000
67 95
| 55 h | ‘ 103109 124 9.60 9.80 10.00 10.20
Ol eyt bl L2030 L Tm/z 95.10 33.74%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #5945: Cyclohexene, 1-ethyl-
g1
5000
67 9.60 9.80 10.00 10.20
110 m/z 96.10 28.00%
27 | 95
0---.----'.----'.----.'-'!' 60 I 75 so 202 |
m/z--> 20 30 50 60 70 80 90 100 110 120 130
Abundance
81
54 9.60 9.80 10.00 10.20
5000 m/z 67.00 27.83%
39
67 96
27
0 "W""I""I'ﬂql'"ﬁp”"l'?§'I"??P"'I""I”"I""I”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2927: Cyclopentane, 1-methyl-2-methylene-
81 9.60 9.80 10.00 10.20
m/z 82.05 18.85%
5000
67
27 39 55 ‘ 96
0 "'I"j”l'"'ML?§'I'M"?%"'I'?§'“"g?l"h'l""I""I""I"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.05 2.68 ug/L 459653 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-EthvIl-3-methvilcvclohexane (c.t) 126 C9H18 003728-55-0 87
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 87
3 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 87
4 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 87
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 83

Abundance Scan 2709 (10.050 min): VU038525.D (-2692) (-) m/z 97.10 100.00%
55 97
5000
41
69 126
I‘ | | 81 | 111 9.80 10.00 10.20 10.40
o S M R O 1 RO NS S s R m/z 55.05 81.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
55 o7
5000
9.80 10.00 10.20 10.40
41 69 126 m/z 40.95 29.01%
0 "I}ﬂ'I"'??"'J“h"l'h!'l"hi""?%"'I“"I"'}ﬁi"l""l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
" '9.80 10.00 10.20 10.40
5000 m/z 69.05 25.89%
41
69 126
29 81
111
G s R R AR RN AR RN ARRAN LRSS RARAS RARSS SRR RAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 o7 9.80 10.00 10.20 10.40
m/z 126.20 18.62%
5000
41
29 69 81 126
0"I'%?'P"UI'”'Mlh"P“'“I'”uh""ﬁ”"I"”I"'}}i"l"'ﬁ"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 32 (DEL) Alkane: Cyclicl0.26 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
10.26 1.08 ug/L 184469 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (1-methvlethvl)- 126 C9H18 000696-29-7 68
2 Cvclohexane. (1-methvlethvI)- 126 C9H18 000696-29-7 64
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 49
4 n-Pentadecvlcvclohexane 294 C21H42 006006-95-7 47
5 Fumaric acid, hexadecyl trans-he... 422 C26H4604 1000348-89-6 47
Abundance Scan 2774 (10.259 min): VU038525.D (-2758) (-) m/z 82.05 100.00%
ap
41
67
5000
95 126
| | "| ”| | S s | 10.00 10.20 10.40 10.60
Obrrprrrrprrrrprrr b e el o e 2P Tm/Zz 83.10  95.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11595: Cyclohexane, (1-methylethyl)-
8p
55
5000 M
67 10.00 10.20 10.40 10.60
27 126 m/z 55.00 95.46%
0 1s||||”\| CE N E~ S N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 82
10.00 10.20 10.40 10.60
5000 41 m/z 41.00 66.69%
67
27 126
oL, 15 91 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11533: Cyclohexane, propyl- R e o
5 83 10.00 10.20 10.40 10.60
m/z 67.05 57 .50%
5000 41
27 67 126
0'wﬁal“AL'“mh“vw“v“mb“'wtw'gz'HWH'WH“l““w'“v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Pentalene, octahydro-2-methyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.29 2.60 ug/L 445949 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 58
2 Bicvclol3.3.11nonane 124 C9H16 000280-65-9 58
3 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 58
4 Cvclohexene. 1-butvl- 138 C10H18 003282-53-9 53
5 Cyclopentane, (2-methylpropylide... 124 C9H16 053366-58-8 50

Abundance Scan 2784 (10.292 min): VU038525.D (-2776) (-) m/z 67.10 100.00%
67 81
5000 96
3|9 " 5|4 | s )| 100 1T4 o 10.00 10.20 10.40 10.60
Ol et 28 bl alll 891 40 Tn/z 81.05  90.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10701: Pentalene, octahydro-2-methyl-
81
67
5000 4l 96
10.00 10.20 10.40 10.60
95 m/z 82.10 58.13%
S PP 0 e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81
a1 67 124 10.00 10.20 10.40 10.60
5000 54 96 m/z 96.10 37.13%
o 74 89 109116
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10695: 1H-Indene, octahydro-, trans-
67 10.00 10.20 10.40 10.60
m/z 68.10 19.92%
96
5000 82
41 124
27 55
0"|“"|“"|"ﬂ%""w"'|1€'“'g?'“'|"}Pg"'w"'|“"|'“'|
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 (DEL) Alkane: Cyclicl0.37 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.37 3.18 ug/L 545347 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 81
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 74
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 72
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 64
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64

Abundance Scan 2808 (10.369 min): VU038525.D (-2799) (-) m/z 83.05 100.00%
83
55
5000 M
67 126
95 109 138 10.00 10.20 10.40 10.60
o} m/z 55.05 75 .04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11538: Cyclohexane, propyl-
83
55
5000
41 10.00 10.20 10.40 10.60
29 67 126 m/z 82.10 66.26%
o 1 O A T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 83
10.00 10.20 10.40 10.60
5000 41 m/z 41.00 39.15%
27 67 126
ol 15 97
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11540: Cyclohexane, propyl- R R SRR e
55 83 10.00 10.20 10.40 10.60
m/z 67.05 27 .94%
5000 41
27 67 126
0'W'”'P'm““'mH”W“”"P'ML'”N”'W'E?P“'P'“I”'W”'W'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
10.83 1.10 ug/L 234095 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 49
2 Silane. trimethvl(3-methvl-1-but... 140 C8H16Si 018388-07-3 47
3 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 47
4 4-Octene. 2.6-dimethvl-. IS-(BE)1- 140 C10H20 062960-76-3 47
5 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 43
Abundance Scan 2951 (10.829 min): VU038525.D (-2942) (-) m/z 69.10 100.00%
69 125
41 55
5000 g3 ¥
140 10.60 10.80 11.00 11.20
0 .,....,....!!|...-,'.|!.‘|.,.'.'!.|,|...'.|:..~..,'.':'.|.,.195.,.... Ml m/z 70.05 88.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18000: 2-Octene, 2,6-dimethyl-
69
5000 » U AR SR SRR B
10.60 10.80 11.00 11.20
43 a3 140 m/z 125.15 82.63%
29 111
okl Ll o7 4T 125 |
JUNBESUNSRRS IS UL UL LRI LA RS BRLSS RARES BRARS BARSE SRRRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
125
10.60 10.80 11.00 11.20
5000 m/z 67.10 80.31%
83 140
73 97 109
0‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethy!- RN R RS S
a1 69 10.60 10.80 11.00 11.20
55 m/z 55.10 72 .39%
5000
29 83 125
“ ‘ ‘ 97 111 140
0'|“*w'“'w'”lh'U'“Hm'“U““w'““w'“”“'w'”'v'“l“'w U AR SR SRR B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 39 Benzene, l-ethyl-3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.01 4_.00 ug/L 851585 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
Abundance Scan 3007 (11.009 min): VU038525.D (-2998) (-) m/z 105.10 100.00%
105
5000
120
77 91 NS PR B S N
39 51 63 10.60 10.80 11.00 11.20 11.40
Oberprrrrrrrrr e ey 84 98l 188 1 Th777120.10  30.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.60 10.80 11.00 11.20 11.40
m/z 91.05 13.35%
18 27 39 515865 o
0"I""I""'I""II""I"''I""'I"'=I"''II"'I'I:"I""II""'I'"'I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
10.60 10.80 11.00 11.20 11.40
5000 m/z 77.00 11.63%

120

15 27 39 51gges 7 9

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105

10.60 10.80 11.00 11.20 11.40
m/z 106.05 9.00%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.10 6.33 ug/L 1348720 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 97
3 Mesitvlene 120 C9H12 000108-67-8 97
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
Abundance Scan 3035 (11.099 min): VU038525.D é)—3025) ) m/z 105.10 100.00%
105
5000 120
7 91
39 51 0o 65 10.80 11.00 11.20 11.40
Ol gt el e b el 238 m/z 120.10  50.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.80 11.00 11.20 11.40
77 m/z 77.10 12 _.59%
o 15 21 P sigges | e | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 10.80 11.00 11.20 11.40
5000 m/z 119.10 12.28%

27 39 5Blgges (/91

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9399: Mesitylene R aa e A
105 10.80 11.00 11.20 11.40
120 m/z 91.05 10.41%
5000

77
15 27 39 5lgges | Ol gg

L B e —

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 41 Benzene, l-ethyl-2-methyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.30 1.72 ug/L 366330 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 87
4 Mesitvlene 120 C9H12 000108-67-8 87
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
Abundance Scan 3098 (11.301 min): VU038525.D (-3088) (-) m/z 105.05 100.00%
105
5000
120
77 91
39 51 o 65 11.00 11.20 11.40 11.60
Oberprrrrrrrrr b et bt Bl i20 | TmZZ 120.10  29.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.00 11.20 11.40 11.60
m/z 77.05 13.02%
15 27 39 51565 ol

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 91.05 12.31%
120

39 77 o1
o 27 51 5g 65 84 o8

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9420: Benzene, 1,2,4-trimethyl-

11.00 11.20 11.40 11.60
m/z 79.05 10.57%

5000

271 41 Slsges

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 42 Benzene, 1,2,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.48 7.47 ug/L 1591040 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 93
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
Abundance Scan 3154 (11.481 min): VU038525.D é)—3143) ) m/z 105.10 100.00%
105
5000 120
[EA1 11.20 11.40 11.60 11.80
39 51 65 . . . .
Ol et 84 S8 WL 1B 138 TR757950.10  44.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9420: Benzene, 1,2,4-trimethyl-
105
120
5000

11.20 11.40 11.60 11.80
m/z 77.10 12.57%

27 41 Slgges 91 |

O et e e e e et e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.10 10.55%

77
15 27 39 51 58 65 o1 98

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9401: Mesitylene
105 11.20 11.40 11.60 11.80
m/z 91.10 9.60%
120
5000
77 91
o 15 27 3 S15865 g4 o8 ||
AL L o o o R e N AR RN R R A
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 U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 p-Cymene Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
11.75 1.16 ug/L 247644 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 95
2 p-Cvmene 134 C10H14 000099-87-6 94
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 94
4 o-Cvmene 134 C10H14 000527-84-4 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 3238 (11.751 min): VU038525.D (-3232) (-) m/z 119.10 100.00%
119
5000
91 134
39 51 65 77 | 103 | 11.40 11.60 11.80 12.00
o S N R WO o e = | S N . m/z 134.10 25.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14808: p-Cymene
119
5000
91 11.40 11.60 11.80 12.00
27 134 m/z 91.10 25.12%
s 27 o8t P N | s o]
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
11.40 11.60 11.80 12.00
5000 m/z 117.10 14 .50%
o1 134
o 27 41 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 11.40 11.60 11.80 12.00
m/z 120.10 10.05%
5000
134
91
15 27 4l os1 6 A7 | 103 | ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Mesitylene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.54 ug/L 540087 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3287 (11.909 min): VU038525.D (-3273) (-) m/z 105.10 100.00%
105
5000 120
791 11.60 11.80 12.00 12.20
39 51 65 . . . .
Obrrrrrrr e oo e 84 OBl 337 h757120.10  42.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.60 11.80 12.00 12.20
7 m/z 77.05 12.93%
L5 2 3 Slgges | e ||,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 11.60 11.80 12.00 12.20
5000 m/z 119.10 10.25%

ol 15 27 39 515865 849 g
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9412: Benzene, 1,2,3-trimethyl-

105 11.60 11.80 12.00 12.20
m/z 91.10 9.52%
5000 120
39 77 91

R o TR U

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.60 11.80 12.00 12.20

SOMUTRO53120WMA .M Fri Nov 06 07:47:28 2020 Page: 43



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 48 Benzene, 1l-methyl-3-propyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.13 2.06 ug/L 438357 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 91
2 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 91
3 Benzene. l1-methvIl-3-propvl- 134 C10H14 001074-43-7 91
4 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 90
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 87
Abundance Scan 3356 (12.131 min):VUO38525.D(—d;3352) ) m/z 105.10 100.00%
105
5000
134
7 91 11.80 12.00 12.20 12.40
39 65
o..,....,....,....-,....‘??...,.~.-..,...':',.8.4..,'.'.?.8,.':!.,.1.1.“3.,..1?7,.]'..,... m/z 134.20  23.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14853: Benzene, 1-methyl-3-propyl-
105
5000
0 11.80 12.00 12.20 12.40
1 m/z 106.10 14.25%
ol 15 27 ® sisges TN | ue |
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11.80 12.00 12.20 12.40
5000 m/z 77.05 10.95%
134
7 91
o 15 27 39 51 65 08 115 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14858: Benzene, 1-methyl-3-propyl-
105 11.80 12.00 12.20 12.40
m/z 91.10 7.33%
5000
134
. 27 % sm e S| 1o |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 50 Benzene, 1l-methyl-4-propyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.38 1.52 ug/L 324084 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 94
2 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 91
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 91
4 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 91
5 Benzene, l-methyl-3-propyl- 134 C10H14 001074-43-7 90
Abundance Scan 3434 (12.382 min):vuo3852d§3.D(-3426) ) m/z 105.10 100.00%
105
5000
. 134
39 51 65 91 115 12.00 12.20 12.40 12.60
Obrrrprrrrprrrrprredprere el b e e ot || m/z 134.20  20.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
12.00 12.20 12.40 12.60
-7 134 m/z 77.00 10.24%
o152 39 51 es U S ) ous |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
12.00 12.20 12.40 12.60
5000 m/z 106.10 8.91%
134
15 27 39 51 g5 77 91 115 126

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14848: Benzene, (1-methylpropyl)-
105

12.00 12.20 12.40 12.60
m/z 91.05 8.38%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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, 2-ethyl-1,4-dimethyl- Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
12.47 1.35 ug/L 288578 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 94
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3462 (12.472 min): VU038525.D (-3451) (-) m/z 119.10 100.00%
119
5000
134
91
29 51 65 1?5 | 15 12.20 12.40 12.60 12.80
Ohrrrprrrrprrrrpree e et et reeen || M/z 134.200 31.25%
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
134 12.20 12.40 12.60 12.80
7 % s m/z 91.10 18.31%
15 27 39 51 65 |
0'“P“W““P“W““whﬂm”v“m“”ﬁ“ﬂ”“vdw““P“W““P“W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 105.05 14 .39%
134
15 27 39 g5 65 77 91 105
G L R R AR RAARS SRR NARLN RARAA RS LR LALAS SARSN U LR SARRA S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 12.20 12.40 12.60 12.80
m/z 77.10 10.61%
5000
91 134
7 105
0...,.1..5.,..2.‘.7,...3.‘?‘....Si‘.l‘...,.?.5.,...‘l‘,....‘,a...,a‘l‘a.,..‘a‘.l....,..‘..,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 o0-Cymene Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
12.51 1.38 ug/L 293635 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 94
2 p-Cvmene 134 C10H14 000099-87-6 94
3 o-Cvmene 134 C10H14 000527-84-4 94
4 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
Abundance Scan 3474 (12.510 min): VU038525.D (-3468) (-) m/z 119.10 100.00%
119
5000
o 134
4 51 65 77 103 12.20 12.40 12.60 12.80
o N v SO WO N 71 [N NN < B ™y 2= 7 ST Y W V.1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14811: o-Cymene
119
5000
12.20 12.40 12.60 12.80
o1 134 m/z 91.10 14.19%
27 41 51 65 77 103
Ottt e e e e e
mz-> 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 m/z 120.10 9.97%
o1 134
o 27 41 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14810: o-Cymene
119 12.20 12.40 12.60 12.80
m/z 77.05 7.37%
5000
134
91
15 27 3? 51 65 77 103 |
o) ...‘. rrt ....“...l .‘.‘.. ...‘ﬁ S PR YRS | o —
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 U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 53 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.58 2.73 ug/L 580503 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 92

Abundance Scan 3496 (12.581 min): VU038525.D (-3487) (-) m/z 119.10 100.00%
119
5000
134
39 515565 (f 11 og 1%° 17 12.20 12.40 12.60 12.80
o} 0 P RIS N2 SO 1 | O m/z 134.15 28.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
5000
12.20 12.40 12.60 12.80
- 105 134 m/z 91.10 14.62%
L5 2r 3 Sleg P | | eg | || 127
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 120.10 10.05%
91 134
77
15 27 39 51465 105
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 12.20 12.40 12.60 12.80
m/z 105.10 9.32%
5000
01 134
7 105
oLo15 27 39 Sleg® | | og\ " ||| 127 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 54 unknown-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.72 3.06 ug/L 652803 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-4-(2-methvlpro... 148 C11H16 005161-04-6 46
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 43
3 2-Methvlindan-2-ol 148 C10H120 033223-84-6 43
4 1-Methyl-1-silabenzocyclobutene 134 C8H10Si 160841-06-5 43
5 p-Cymene 134 C10H14 000099-87-6 42

Abundance Scan 3539 (12.719 mird1)): VU038525.D (-3523) (-) m/z 105.10 100.00%

105

119

5000

12.40 12.60 12.80 13.00

0 m/z 119.10 77.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22818: Benzene, 1-methyl-4-(2-methylpropyl)-
105
5000
148 12.40 12.60 12.80 13.00
27 39 77 o1 m/z 106.10 36.53%
L2 o1 117 131
- III‘IIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 91.05 34.43%
91 134
77 105
15 27 39 51 65
e IR o o o S NS e o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22618: 2-Methylindan-2-ol
43 105 12.40 12.60 12.80 13.00
m/z 148.20 30.48%
5000 148
77 91
O .,%? .ﬁu..‘..,ﬂ .?.?. }??,. R R EE ma e T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Benzene, 1,4-diethyl-2-methyl- Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
12.83 1.52 ug/L 322890 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl-2-methvl- 148 C11H16 013632-94-5 94
2 Benzene. l-ethvl-4-(l-methvlethvl)- 148 C11H16 004218-48-8 83
3 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 76
4 Benzene. 1.3-diethvl-5-methvl- 148 C11H16 002050-24-0 76
5 Benzene, l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 72

Abundance Scan 3573 (12.828 min): VU038525.D (-3561) (- m/z 133.20 100.00%
133
119
5000
148
91
a1 53 65 77 105 | 12.60 12.80 13.00 13.20
Oler ekl ety e bl et | mM/Z 119.10  57.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
133
119
5000
105 148 12.60 12.80 13.00 13.20
. o1 m/z 148.20  35.44%
15 28 3 o1 ?IS ||| | I‘ |||I| |
0"I""I""II""I""I""'I':"I""I""I""'I':"I""I"':I""I""II""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
133
12.60 12.80 13.00 13.20
5000 m/z 91.10 22 .41%
105 148

91 119
15 27 41 51 65 17

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22764: 3,4-Dimethylcumene
133 12.60 12.80 13.00 13.20
m/z 117 .05 16.64%
5000
148
27 4 51 5 77 9 1S
Olerrearprberrrhlrrr etttk
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\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 56 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
12.89 1.53 ug/L 325804 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 92
2 Benzene. l1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 83
3 Benzene. l1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 83
4 o-Cvmene 134 C10H14 000527-84-4 64
5 p-Cymene 134 C10H14 000099-87-6 64

Abundance Scan 3592 (12.890 min): VU038525.D (-3583) (-) m/z 119.10 100.00%
119
5000 131
91
39 51 65 77 105 | ‘ 146 12.60 12.80 13.00 13.20
Obrrprrrrprrrrrrredprre e i et e ek | m/z 131.20 39 40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
134 12.60 12.80 13.00 13.20
S 105 m/z 134.15 30.14%
0 15 27 39. 51 |6I5 i A, | LI .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.60 12.80 13.00 13.20
5000 m/z 91.10 22 .36%
91 134
15 28 39 51 65 v 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-

12.60 12.80 13.00 13.20
m/z 115.10 15.49%

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\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.99 2.28 ug/L 486085 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
5 o-Cymene 134 C10H14 000527-84-4 91
Abundance Scan 3623 (12.989 min): VU038525.D (-3616) (-) m/z 119.10 100.00%
119
134
5000
91
39 51 65 77 103 12.60 12.80 13.00 13.20 13.40
My S N N eV NN N . - m/z 134.20  54.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
12.60 12.80 13.00 13.20 13.40
o1 m/z 91.10 13.34%
15 27 39 51 65 77 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance

119

12.60 12.80 13.00 13.20 13.40
5000 134 m/z 133.20 10.33%

91
15 27 39 51 65 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-

12.60 12.80 13.00 13.20 13.40
m/z 120.10 10.15%

5000

91

15 27 4151 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 58 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.04 4_.39 ug/L 935386 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
Abundance Scan 3639 (13.041 min): VU038525.D (-3632) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 | 105 148 12.80 13.00 13.20 13.40
0'W””P'”P”hm'¢“”P“'P”h”'ﬁ””P“W'MJ””Ib”P“W'”W' m/z 134.15 45.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.80 13.00 13.20 13.40
91 m/z 91.10 16.26%
15 27 %5 5L 65 T | 103 .
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.80 13.00 13.20 13.40
5000 m/z 120.10 10.35%
91 134
15 28 39 51 65 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
1

12.80 13.00 13.20 13.40
m/z 133.20 9.61%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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, 1,3-diethyl-5-methyl- Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
13.13 1.23 ug/L 260995 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl-5-methyl- 148 C11H16 002050-24-0 97
2 Benzene. 1.3-diethyl-5-methvl- 148 C11H16 002050-24-0 93
3 Benzene. 2.4-diethyl-1-methvl- 148 C11H16 001758-85-6 91
4 Benzene. pentamethvl- 148 C11H16 000700-12-9 53
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 49

Abundance Scan 3667 (13.131 min): VU038525.D (-3657) (-) m/z 133.15 100.00%
119 133
5000 91 148
105
39 51 65 | | || 12.80 13.00 13.20 13.40
Obrerrrerrrrr bl eyl et bl m/z 119.10  96.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119 133
5000
91 148 12.80 13.00 13.20 13.40
105 m/z 148.15  46.41%
28 39 51 65 |
o ..|.].-.5.|...I!'|I...||I....illl... .Ill..|...|!I|....'|I'... III.. ..|!|.!....|'....|....|....|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119 133
12.80 13.00 13.20 13.40
5000 148 m/z 91.05 43.67%
91 105
a1 51 65 !
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22796: Benzene, 2,4-diethyl-1-methyl-
133 12.80 13.00 13.20 13.40
119 m/z 131.05 30.27%
5000 148
9% 105
27 51 65 ‘ ‘
0'W}?P'NP”J“”WM”WMMW”ﬁI””P'”PL"AM'”WJ”I””P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 61 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
13.43 1.06 ug/L 226427 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvlpro... 148 Cl11H16 001595-16-0 87
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 72
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 70
4 Benzene. (1.1-dimethvlpropvl)- 148 C11H16 002049-95-8 64
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64
Abundance Scan 3760 (13.430 min): VU038525.D (-3750) (-) m/z 119.10 100.00%
119
5000
148
77 ml% 133 13.20 13.40 13.60 13.80
39 51 65 . . .
S A B i i So Lol 10 s tiag 15 24, 93%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
13.20 13.40 13.60 13.80
o1 148 m/z 91.10 17.49%
. 27 s 65 T M| 1m
mz-> 0 20 40 60 80 100 120 140 160
Abundance
119
134 13120 13.40 13.60 13.80
5000 m/z 133.10 15.70%
27 39 51 e 77 N 105
O o T e e E A e o
miz--> 0 20 40 60 80 100 120 140 160
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119 13.20 13.40 13.60 13.80
m/z 120.10 11.13%
5000
134
, 15 27 3 51 65 77 gﬂ 05 |
0:|||‘|||||||‘|‘|‘|‘|||”||||‘iu:‘i‘:u:‘:||||||
m/z--> 0 20 40 60 80 100 120 140 160 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 62 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.47 4.43 ug/L 942780 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 90
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 90
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 90
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 90
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90

Abundance Scan 3773 (13.472 min): VU038525.D (-3764) (-) m/z 119.10 100.00%
149
5000 134
7 9 | 13.20 13.40 13.60 13.80
39 51 65 103 . . . .
O e A p Wl gl 152 166 1 Tz77134 .20 41.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.20 13.40 13.60 13.80
2 N s m/z 117.10 24.07%
39 51 65 |
ol |1|5| .2'.7. BN P Y A ,"!|'. 'l‘ll S
m/z--> 20 40 60 80 100 120 140 160
Abundance
119
13.20 13.40 13.60 13.80
5000 134 m/z 91.10 18.16%
15 27 39 51 65 77 o 105
O e e e T
miz--> 20 40 60 80 100 120 140 160
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl- LA Ram e S L
119 13.20 13.40 13.60 13.80
m/z 115.10 11.41%
5000
134
s e e n 3P
ob——+ ””\”‘\NI\I\”IH”” U P | ) N Y N
m/z--> 20 40 60 80 100 120 140 160 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.65 2.25 ug/L 478812 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 90
2 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 90
3 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 89
4 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 81
5 Indan, epoxide 132 C9H80 000768-22-9 47
Abundance Scan 3829 (13.652 midr;): VU038525.D (-3820) (-) m/z 104.10 100.00%
104
5000 91 119 132
78 TR0 1260 13'20 1400
39 51 65 148 13.40 13.60 13.80 14.00
o 02 207 "m/z 132.10  43.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14084: Naphthalene, 1,2,3,4-tetrahydro-
104
132
5000
13.40 13.60 13.80 14.00
m/z 119.10 42 _.82%
39 51 65 78

| 15 27
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
104
13.40 13.60 13.80 14.00
5000 91 132 m/z 91.10 41.25%
117
o7 39 51 65 78
o} NN S NS PR S B | S MMM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14082: Naphthalene, 1,2,3,4-tetrahydro- e R BN A L
104 13.40 13.60 13.80 14.00
m/z 115.10 17.96%
5000 91 132
28 39 51 65 78 115
B
m/z--> 20 40 60 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 unknown-02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.86 2.97 ug/L 632305 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-4-(l1-methvlethvl)- 148 C11H16 004218-48-8 49
2 Benzene. l-ethvl-2.4.5-trimethvl- 148 C11H16 017851-27-3 46
3 Benzene. 1.3-dimethvl-5-(1l-methv... 148 C11H16 004706-90-5 45
4 1.5.6.7-Tetramethvlbicvclol3.2.0... 148 C11H16 134329-46-7 43
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 42
Abundance Scan 3894 (13.861 min): VU038525.D (-3885) (-) m/z 133.15 100.00%
5000
91 148
39 51 65 !/ ‘ 160 13.60 13.80 14.00 14.20
ol - i - Frrr 80 m/z 131.10 48.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22813: Benzene, 1-ethyl-4-(1-methylethyl)-
183
5000 105
148 13.60 13.80 14.00 14.20
91 119 m/z 148.20 28.86%
27 451 g5 /7 | |
0 |||||I|I| I|I|.I |I|'| |'|I| . ||'I||||||Ii'| ||i||||||| — |'||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
133
13.60 13.80 14.00 14.20
5000 m/z 119.10 27 .54%
148
105 119
15 27 39 51 5 77 91
L
miz--> 20 40 60 8 100 120 140 160 180
Abundance #22824: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133 13.60 13.80 14.00 14.20
m/z 91.10 23.09%
5000
91 105 148
15 27 39 51 g5 77 ‘ ‘ 115
0 ||‘|||‘|||‘i‘||“=‘l ”l‘...“‘l..‘ﬁ‘.|‘.“..m”l..‘.‘.luu‘..luuuuluu i I e
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 U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 68 Benzene, l-ethyl-4-(1-methy... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
14.15 0.86 ug/L 183236 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-(1l-methvlethvl)- 148 C11H16 004218-48-8 87
2 Benzene. 1.3-dimethvl-5-(l1-methyv... 148 C11H16 004706-90-5 83
3 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 81
4 Benzene. 1.3-dimethvl-5-(1l-methv... 148 C11H16 004706-90-5 76
5 2-tert-Butyltoluene 148 C11H16 001074-92-6 70
Abundance Scan 3984 (14.150 min): VU038525.D (-3976) (-) m/z 133.15 100.00%
133
5000
105 148
91 119
41 s3 65 77 13.80 14.00 14.20 14.40
ot e e L ,-.|'. YT I 00176 | m/z 148.20  28.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22810: Benzene, 1-ethyl-4-(1-methylethyl)-
105
5000 91
148 13.80 14.00 14.20 14.40
77 119 m/z 145.10 21.06%
15 27 39 51 65
o} e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
133
13.80 14.00 14.20 14.40
5000 m/z 105.05 18.82%
91 105 148
15 27 39 51 g5 77 115
L L L L B LS UL L NI S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22764: 3,4—Dimethy|cumene L LI L L DL B
133 13.80 14.00 14.20 14.40
m/z 91.10 15.27%
5000
148
T }?l'%Y"‘”"“‘“lﬁﬁ '11 "M' |J' T v AL SARLLI B AU BRI B
m/z--> 20 40 60 80 100 120 140 160 180 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 69 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
14.22 1.25 ug/L 266315 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 90
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 81
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 Cl11H14 003877-19-8 81
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 81
5 Naphth[1,2-b]Joxirene, l1la,2,3,7b-... 146 C10H100 002461-34-9 52

Abundance Scan 4006 (14.221 min): VU038525.D (-3994) (-) m/z 104.10 100.00%

4

5000

14.00 14.20 14.40 14.60
m/z 146.15  44.68%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21666: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-

5000
14.00 14.20 14.40 14.60

m/z 91.05 38.60%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

104
146 14100 14,20 14.40 14.60
5000 m/z 131.15 29.26%
91
131
115

15 27 39 51 64 78

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

Abundance #21659: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-

104 14.00 14.20 14.40 14.60
m/z 115.10 23.99%
5000 146
91
115 131
27 3 51 5 18 T

O T T T P T T e AR RS ne R SRL
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\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 70 unknown-03 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.

14.32 1.62 ug/L 345996 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 46
2 1H-Indene. 2.3-dihydro-1.2-dimet... 146 C11H14 017057-82-8 46
3 Benzene. (l-methyl-1-butenvl)- 146 C11H14 053172-84-2 46
4 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 43
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 42

Abundance Scan 4037 (14.320 min): VU038525.D (-4021) (-) m/z 131.10 100.00%

131

145
5000

39 51 65 7/ 1‘|3° 207 14.00 14.20 14.40 14.60
o I e m/z 133.15 83.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
91
5000 146

14.00 14.20 14.40 14.60
m/z 145.20 56.17%

o A B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
14.00 14.20 14.40 14.60
5000 m/z 146.15  42.69%
o1 146
115
39
27 51 63 77 103
O T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131 14.00 14.20 14.40 14.60
m/z 91.05 42 _58%
91
5000
146
39 51 77 115
15 27 ‘ 63 ‘ 103
0.”u,ﬂ”.b.nhpW”wh.m.pwuﬂqnm. L — S A Mot B
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 71 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.72 2.03 ug/L 431850 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-. 146 C11H14 002809-64-5 93
2 Naphthalene. 1.2.3.4- tetrahvdro—--- 146 C11H14 001680-51-9 70
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 Cl11H14 002809-64-5 70
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 62
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 55
Abundance Scan 4161 (14.719 min): VU038525.D (-4146) (-) m/z 131.10 100.00%
118 146
5000
39 51 63 162 74 14.40 14.60 14.80 15.00
0’ m/z 118.10 63.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131
118
146
5000
14.40 14.60 14.80 15.00
m/z 133.20 58.77%
0 LA AL UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
118 131
146 14.40 14.60 14.80 15.00
5000 m/z 146.15 58.67%
27 39 91 105
15 51 o3 77
L L L 0 B WL L UL WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21673: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131 6 14.40 14.60 14.80 15.00
118 m/z 117.10 33.23%
5000
105
o7 39 51 64 77 ‘ “
e VS P T P Y A 1 AR AT A
m/z--> 20 40 60 80 100 120 140 160 180 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 75 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
15.06 1.89 ug/L 401747 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-. 146 C11H14 002809-64-5 76
2 Naphthalene. 1.2.3.4- tetrahvdro—--- 146 C11H14 002809-64-5 76
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 Cl11H14 001680-51-9 70
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 68
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 64
Abundance Scan 4267 (15.060 min): VU038525.D (-4255) (-) m/z 131.15 100.00%
1
145
5000
91 160
39 51 63 /7 | 176 208 14.80 15.00 15.20 15.40
o e e m/z 145.15 58.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131
118
146
5000 L SULRUR BN UL I
14.80 15.00 15.20 15.40
m/z 146.15 54 _.39%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131 40
118
14.80 15.00 15.20 15.40
5000 m/z 118.10 52.03%
105
91
27 39 51 64 77
e L S UL UL UL WL L B L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131 14.80 15.00 15.20 15.40
m/z 115.05 34.76%
146
5000 27 39 91 105
15 51 oo 77
0..L“W.NW.Wuﬂtbw“J:.ﬂu.wwwl.ph..“...“...,”.. A S A A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU060420\
Data File : VU038525.D

Aca On : 03 Jun 2020 19:44

Operator : SY/MD

Sample : L2844-15

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 77 Naphthalene, l1-methyl- Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
15.45 0.96 ug/L 203910 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 90
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 87
Abundance Scan 4388 (15.449 min): VU038525.D (-4379) (-) m/z 142.10 100.00%
142
5000 115
63 15.20 15.40 15.60 15.80
39 89 158
W W P .-!,.':|'~..| 2 193208 81 nyo7141 .15 85.70%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19233: Naphthalene, 2-methyl-
142
5000
115 15.20 15.40 15.60 15.80
m/z 115.10 40.29%
27 5003 89 | 155
mz-> 20 45 60 80 100 150 140 160 180 200 220 240 260 280
Abundance
142
1520 15.40 15.60 15.80
5000 115 m/z 129.10 20.48%
ol 3 63 89 128
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl- e L B e R e
142 15.20 15.40 15.60 15.80
m/z 143.10 11.76%
5000
115
ol 3751 7189 128 ||
miz-> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 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\VU060420\
Data File : VU038525.D

Acq On : 03 Jun 2020 19:44

Operator : SY/MD

Sample - L2844-15

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Sulfur dioxide 1.48 16.0 ug/L 2203920 1 6.28 688851 5.0
(DEL) Alkane: Str... 2.01 1.0 ug/L 141022 1 6.28 688851 5.0
(DEL) Alkane: Str... 3.07 0.9 ug/L 119900 1 6.28 688851 5.0
(DEL) Alkane: Str... 3.39 1.5 ug/L 201731 1 6.28 688851 5.0
(DEL) Alkane: Cyc... 4_57 1.3 ug/L 174443 1 6.28 688851 5.0
(DEL) Alkane: Str... 5.50 2.1 ug/L 287465 1 6.28 688851 5.0
(DEL) Alkane: Str... 5.67 1.6 ug/L 218207 1 6.28 688851 5.0
(DEL) Alkane: Cyc... 5.88 2.4 ug/L 334055 1 6.28 688851 5.0
(DEL) Alkane: Cyc... 5.95 1.7 ug/L 231313 1 6.28 688851 5.0
(DEL) Alkane: Str... 6.02 3.8 ug/L 528118 1 6.28 688851 5.0
(DEL) Alkane: Str... 6.16 1.1 ug/L 157750 1 6.28 688851 5.0
(DEL) Alkane: Cyc... 7.10 3.5 ug/L 486811 1 6.28 688851 5.0
(DEL) Alkane: Cyc... 7.26 3.3 ug/L 459866 1 6.28 688851 5.0
(DEL) Alkane: Str... 7.52 1.1 ug/L 149337 1 6.28 688851 5.0
(DEL) Alkane: Str... 7.79 0.8 ug/L 112640 1 6.28 688851 5.0
(DEL) Alkane: Cyc... 8.06 2.0 ug/L 351914 2 9.44 856476 5.0
(DEL) Alkane: Str... 8.12 0.8 ug/L 140939 2 9.44 856476 5.0
(DEL) Alkane: Str... 8.15 1.6 ug/L 273687 2 9.44 856476 5.0
(DEL) Alkane: Cyc... 8.27 4.8 ug/L 817833 2 9.44 856476 5.0
(DEL) Alkane: Cyc... 8.39 2.1 ug/L 366788 2 9.44 856476 5.0
(DEL) Alkane: Cyc... 8.83 1.3 ug/L 226424 2 9.44 856476 5.0
(DEL) Alkane: Cyc... 8.88 2.8 ug/L 476530 2 9.44 856476 5.0
(DEL) Alkane: Cyc... 8.94 3.1 ug/L 534584 2 9.44 856476 5.0
(DEL) Alkane: Cyc... 9.09 0.7 ug/L 110730 2 9.44 856476 5.0
(DEL) Alkane: Cyc... 9.18 1.5 ug/L 256755 2 9.44 856476 5.0
(DEL) Alkane: Str... 9.23 1.0 ug/L 176145 2 9.44 856476 5.0
(DEL) Alkane: Str... 9.35 1.1 ug/L 193872 2 9.44 856476 5.0
Cyclohexene, 1-et... 9.91 1.1 ug/L 186932 2 9.44 856476 5.0
(DEL) Alkane: Str... 10.05 2.7 ug/L 459653 2 9.44 856476 5.0
(DEL) Alkane: Cyc... 10.26 1.1 ug/L 184469 2 9.44 856476 5.0
Pentalene, octahy... 10.29 2.6 ug/L 445949 2 9.44 856476 5.0
(DEL) Alkane: Cyc... 10.37 3.2 ug/L 545347 2 9.44 856476 5.0
(DEL) Alkane: Str... 10.83 1.1 ug/L 234095 3 11.82 1065120 5.0
Benzene, l-ethyl-_.. 11.01 4.0 ug/L 851585 3 11.82 1065120 5.0
Benzene, 1,2,3-tr... 11.10 6.3 ug/L 1348720 3 11.82 1065120 5.0
Benzene, l-ethyl-_.. 11.30 1.7 ug/L 366330 3 11.82 1065120 5.0
Benzene, 1,2,4-tr... 11.48 7.5 ug/L 1591040 3 11.82 1065120 5.0
p-Cymene 11.75 1.2 ug/L 247644 3 11.82 1065120 5.0
Mesitylene 11.91 2.5 ug/L 540087 3 11.82 1065120 5.0
Benzene, l-methyl... 12.13 2.1 ug/L 438357 3 11.82 1065120 5.0
Benzene, l-methyl... 12.38 1.5 ug/L 324084 3 11.82 1065120 5.0
Benzene, 2-ethyl-_.. 12.47 1.4 ug/L 288578 3 11.82 1065120 5.0
o-Cymene 12.51 1.4 ug/L 293635 3 11.82 1065120 5.0
Benzene, l-ethyl-_.. 12.58 2.7 ug/L 580503 3 11.82 1065120 5.0
unknown-01 12.72 3.1 ug/L 652803 3 11.82 1065120 5.0
Benzene, 1,4-diet... 12.83 1.5 ug/L 322890 3 11.82 1065120 5.0
Benzene, 4-ethyl-_.. 12.89 1.5 ug/L 325804 3 11.82 1065120 5.0
Benzene, 1,2,4,5-_... 12.99 2.3 ug/L 486085 3 11.82 1065120 5.0
Benzene, 1,2,3,4-... 13.04 4.4 ug/L 935386 3 11.82 1065120 5.0
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Benzene, 1,3-diet... 13.13 1.2 ug/L 260995 3 11.82 1065120 5.0
Benzene, 1-methyl... 13.43 1.1 ug/L 226427 3 11.82 1065120 5.0
Benzene, 1-ethyl-... 13.47 4.4 ug/L 942780 3 11.82 1065120 5.0
Naphthalene, 1,2,... 13.65 2.3 ug/L 478812 3 11.82 1065120 5.0
unknown-02 13.86 3.0 ug/L 632305 3 11.82 1065120 5.0
Benzene, 1l-ethyl-... 14.15 0.9 ug/L 183236 3 11.82 1065120 5.0
Naphthalene, 1,2,... 14.22 1.3 ug/L 266315 3 11.82 1065120 5.0
unknown-03 14 .32 1.6 ug/L 345996 3 11.82 1065120 5.0
Naphthalene, 1,2,... 14.72 2.0 ug/L 431850 3 11.82 1065120 5.0
Naphthalene, 1,2,... 15.06 1.9 ug/L 401747 3 11.82 1065120 5.0
Naphthalene, 1-me... 15.45 1.0 ug/L 203910 3 11.82 1065120 5.0
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