LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 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\SOMUTRO50720WMA .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 1.517 42 55 74 rBvVv3 208493 884917 2.94% 0.861%
2 1.600 75 81 92 rvB2 251641 486722 1.62% 0.474%
3 1.932 178 184 203 rVB2 206512 411882 1.37% 0.401%
4 2.401 318 330 351 rVB 4287353 6360638 21.16% 6.191%
5 2.594 378 390 405 rBV 297349 491270 1.63% 0.478%
6 3.115 542 552 582 rVB 279723 600379 2.00% 0.584%
7 3.395 623 639 663 rVB2 575017 1291945 4 _.30% 1.257%
8 3.735 729 745 770 rVB 333181 742945 2.47% 0.723%
9 4.034 817 838 889 rBY 8046337 21212403 70.56% 20.646%
10 4.571 986 1005 1023 rBY 1002927 2435342 8.10% 2.370%

11 4.674 1023 1037 1092 rVB 332801 1040800 3.46% 1.013%
12 5.102 1153 1170 1201 rBV 831339 2017119 6.71% 1.963%
13 5.423 1255 1270 1286 rBV2 145466 326015 1.08% 0.317%
14 5.809 1353 1390 1406 rBV 14210899 30061575 100.00% 29.259%
15 6.282 1523 1537 1558 rVB 523820 1030905 3.43% 1.003%

16 6.722 1659 1674 1685 rBV 396773 770720 2.56% 0.750%
17 6.790 1686 1695 1717 rVB2 157680 330962 1.10% 0.322%
18 7.590 1932 1944 1959 rBvV 201655 339665 1.13% 0.331%
19 7.922 2023 2047 2061 rBvV 767540 1403236 4.67% 1.366%
20 8.655 2263 2275 2314 rBV 1324260 2452143 8.16% 2.387%

21 9.465 2504 2527 2556 rBV2 3195940 6746512 22.44% 6.566%
22 9.713 2590 2604 2618 rBV 1256294 2130791 7.09% 2.074%
23 10.118 2712 2730 2750 rVB2 236757 466211 1.55% 0.454%
24 10.497 2834 2848 2873 rBV 2687793 4411541 14.68% 4.294%
25 10.770 2913 2933 2957 rVB2 369441 828681 2.76% 0.807%

26 10.905 2960 2975 2995 rBV4 497522 1011125 3.36% 0.984%
27 11.041 2997 3017 3028 rBvV4 316059 628467 2.09% 0.612%
28 11.304 3088 3099 3121 rVB 323994 546531 1.82% 0.532%
29 11.478 3145 3153 3173 rVB 315769 524723 1.75% 0.511%
30 11.648 3189 3206 3224 rVB8 114948 323897 1.08% 0.315%

31 11.825 3248 3261 3276 rBV2 842838 2106535 7.01% 2.050%
32 11.902 3276 3285 3298 rVB2 447766 744853 2.48% 0.725%
33 12.105 3331 3348 3366 rBV2 684317 1200643 3.99% 1.169%
34 12.211 3366 3381 3402 rVB2 1078341 2762071 9.19% 2.688%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 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 - 0 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\SOMUTRO50720WMA .M
TRACE VOA SOMO1.0

35 12.584 3481 3497 3506 rBV 242350 382032 1.27% 0.372%
36 12.886 3581 3591 3602 rVB 665045 1001733 3.33% 0.975%

37 15.606 4412 4437 4464 rBV 170685 739693 2.46% 0.720%
38 16.963 4847 4859 4879 rBvV 917513 1495596 4.98% 1.456%

Sum of corrected areas: 102743218
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
Quant Title : TRACE VOA SOM01.0

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

Abundance TIC: vU038268.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 4

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

1.52 4.29 ug/L 884917 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 2-Aminoethvl hvdroaen sulfate 141 C2H7NO4S 000926-39-6 74
3 2-Benzimidazolvl methane thiosul... 244 C8H8N203S2 1000256-39-2 64
4 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
5 2,4,6-Triamino-5-pyrimidinyl hyd... 221 C4H7N504S 071552-23-3 9

Abundance Scan 56 (1.520 min): VU038268.D (-42) (-) m/z 63.95 100.00%
64
5000 48

1.401.501.601.70 1.80 1.90

Ol bt O, 9L 105 121 149 91 0r 222 | I m/z 47.95  47.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #357: Sulfur dioxide
64
5000 48

1.401.501.60 1.70 1.80 1.90
m/z 66.00 4.45%

16 3ﬁ
O T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
64
1.401.501.601.70 1.80 1.90
5000 48 m/z  49.90 2.78%
80 93 111
Ot e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #97710: 2-Benzimidazolyl methane thiosulfuric acid
64 1.401.501.601.70 1.80 1.90
m/z 65.00 1.75%
5000 48
o | 77 91104118131 150162 4gp 244
BEEEEEEEEEEES ”.“.”,”.w.”...”,”...”...”,”.w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1.401.501.601.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Ethyl ether Concentration Rank 2

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

2.40 30.85 ug/L 6360640 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl ether 74 C4H100 000060-29-7 91
2 Ethvl ether 74 C4H100 000060-29-7 90
3 Ethvl ether 74 C4H100 000060-29-7 83
4 Ethane. 1.2-diethoxv- 118 C6H1402 000629-14-1 74
5 Ethyl ether 74 C4H100 000060-29-7 72

Abundance Scan 330 (2.401 min): VU038268.D (-318) (-) m/z 59.05 100.00%
59
45 [
5000

|| 2.00 2.20 2.40 2.60 2.80

o....,....,....i...'-.,5?5...,19“?.1.17,....,?4.7..,.?7.1., m/z 74.05 74.59%
m'z--> 20 60 80 100 120 140 160
Abundance #840: Ethyl ether
31
59
5000 45 74 LIS L L B

2.00 2.20 2.40 2.60 2.80
m/z 45.00 68 .30%

Ol e o e e T e e e

15 | |
m/z--> 20 40 60 80 100 120 140 160
Abundance
31
59 e e
74 2.00 2.20 2.40 2.60 2.80
5000 45 m/z 43.00 17.57%
15
-
m/z--> 20 40 60 80 100 120 140 160
Abundance #841: Ethyl ether REEE B AR R
31 2.00 2.20 2.40 2.60 2.80
m/z 41.00 12.19%
5000 45 59
74
il I I
m/z--> 20 40 60 80 100 120 140 160 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 7

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

3.11 2.91 ug/L 600379 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 90
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 90
3 Pentane 72 C5H12 000109-66-0 46
4 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 45
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 43

Abundance Scan 551 (3.112 min): VU038268.D (-542) (-) m/z 43.00 100.00%
43
5000 1 /j\
39 S 280 3.00 3.20 '3' 20
53| 6367 86
0““umPmPWPMPWPMPNPJP”PWPMHLPumLmPWP”W“W“W m/z 42.00 50.95%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 ?
Abundance #1825: Pentane, 2-methyl-
43
5000
27 n 2.80 3.00 3.20 3.40
5 39 m/z 71.10 47 .42%
0 2 | B 53‘\ 6367 | 86
miz--> T e R
Abundance
43
280 3.00 320 340
5000 m/z 41.00 41.20%
27 71
39 57
o 2 15 32 53 86
AL LAY LAY L) L) R ALY AN LRI LALLY ALY KAL) LARLY ALY KL KAL) LA LARA) KALR LR L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #706: Pentane
43 2.80 3.00 3.20 3.40

m/z 57.05 17.70%

5000
27 39 57 -
15 \ , 4953 | 62 67 |

O rrrrrrprrr e T T e T R EAEREEEEEs e

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 5

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

3.74 3.60 ug/L 742945 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 78
3 n-Hexane 86 C6H14 000110-54-3 78
4 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 38
5 Morpholine 87 C4H9NO 000110-91-8 38

Abundance Scan 746 (3.739 min): VU038268.D (-729) (-) m/z 57.10 100.00%
g7
41
5000
‘ 86
37 24053| 62 6771 77 3.40 3.60 3.80 4.00
0““mvmvmvmvmvmvmvmvjhmvmme“vmvmﬂmv“W“W“W“w' m/z 40.95 66.11%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57
41
5000
3.40 3.60 3.80 4.00
29 86 m/z 43.00 57.67%
o 15 ‘ 37M‘ 4953/ 6165 1 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43 ¥
29 3.40 3.60 3.80 4.00
5000 m/z 56.05 49.41%
39 86
. 2 15 53 71
SRR L Ly ) ML KA A MRS KAL) KLY AR ML LAkt A LAY LA R ALY LA Nkt
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane N RRamm o
57 3.40 3.60 3.80 4.00
43 m/z 42.00 31.23%
29
5000
39
86
2 2 53, 71
S L kA LA st AL A RARYSARL) AR SN ARSI ALY AR S A AR LR A L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Diisopropyl ether Concentration Rank 1

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

4.03 102.88 ug/L 21212400 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisopropvl ether 102 C6H140 000108-20-3 91
2 Diisopropvl ether 102 C6H140 000108-20-3 83
3 Diisopropvl ether 102 C6H140 000108-20-3 83
4 1-Propanol. 2-(l-methvlethoxv)- 118 C6H1402 003944-37-4 78
5 Ether, 2-chloro-1-methylethyl is... 136 C6H13CIO 098277-76-0 64

Abundance Scan 837 (4.031 min): VU038268.D (-817) (-) m/z 44.95 100.00%
45
5000
87
| 59 - 102 3.60 3.80 4.00 4.20 4.40
Ol 22 L e D m/Z 43.00  46.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4429: Diisopropyl ether
45
5000
3.60 3.80 4.00 4.20 4.40
87 m/z 87.05 28.53%
15 27 > 20 ‘ 102
0"'IAH'T”"“”H'I”"I”"I”"I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.00 15.75%
87
59
o 27 70 102
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4423: Diisopropyl ether e ML S SN
45 3.60 3.80 4.00 4.20 4.40
m/z 59.05 12.04%
5000
87
59
L1527 P | e
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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: Cyclic4.57 Concentration Rank 3

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

4_.57 11.81 ug/L 2435340 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
5 Cyclohexane 84 C6H12 000110-82-7 64

Abundance Scan 1005 (4.571 min): VU038268.D (-986) (-) m/z 56.10 100.00%
56
5000 41 69 /\
84 . 420 440 4.60 4.80 5.00
0 m/z 41.00 46.91%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 460 4.80 5.00
o8 a1 m/z 69.10 44 _27%
0 w"}?w"'w"|“"|“"|'“'|'“'|'“' [rTrrr T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
41 420 4.40 4.60 4.80 5.00
5000 m/z 55.10 25_.47%
69
27 84
1 15
o L UL S S WL S I WS B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1329: 1H-Tetrazole, 5-methyl-
56 420 4.40 4.60 4.80 5.00
27 m/z 39.00 20.15%
5000
42
‘ ‘ 84
O e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 3-Heptanone, 5-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.91 2.40 ug/L 1011130 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 87
2 3-Heptanone. 6-methvl- 128 C8H160 000624-42-0 87
3 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 83
4 3-Octanone 128 C8H160 000106-68-3 83
5 3-Octanone 128 C8H160 000106-68-3 52
Abundance Scan 2976 (10.909 min): VU038268.D (-2960) (-) m/z 57.00 100.00%
43 57 71
5000
120
10.60 10.80 11.00 11.20
 I— o o 193207 265281 m/z 71.10 87.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12538: 3-Heptanone, 5-methyl-
43 57 71
29 99
5000
10.60 10.80 11.00 11.20
128 m/z 43.00 84.90%
oL15 Ll
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 260 280
Abundance
o9 43 57
71
10.60 10.80 11.00 11.20
5000 99 m/z 91.05 66.22%
128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12502: 3-Heptanone, 5-methyl-
29 438 57 10.60 10.80 11.00 11.20

m/z 72.10 61.88%

5000
99

>—

15 128
L\ Lo |8 | 1137

Obd el P e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.04 1.49 ug/L 628467 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 25
2 3-Buten-2-one. 3-methvl- 84 C5H80 000814-78-8 25
3 Furan. 2.3-dihvdro-3-methvl- 84 C5H80 001708-27-6 22
4 1H-Pvrazole. 4.5-dihvdro-5-methvl- 84 C4H8N2 001568-20-3 22
5 Cyclopropane, (1,2-dimethylpropyl)- 112 C8H16 006976-27-8 14
Abundance Scan 3017 (11.041 min): VU038268.D (-2997) (-) m/z 43.00 100.00%
43 69 105 127
84
5000 57
| | 77 o7 117‘ 141 10.80 11.00 11.20 11.40
Obrrrrrrrprrerr el L Ll e e T m/z 69.05 99 05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1517: 2-Pentene, 4-methyl-, (2)-
41 69
5000
84 10.80 11.00 11.20 11.40
m/z 127.10 91.07%
27 55
0 N A (TR Ll| .
USRI NLREN AR LR NS NN RN NS LRSS RURAN LRSS SRR BN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
10,80 11.00 1120 11.40
5000 m/z 105.05 85.28%
69 g4
0 27 35| 50 58
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1444: Furan, 2,3-dihydro-3-methyl-
69 10.80 11.00 11.20 11.40
a1 m/z 84.10 67.97%
84
5000
27 55
0.w”}ﬁnﬁh”upu”ﬁm.“”4.”qhnw””,“““.”“”.“”q.”w. A e 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

SOMUTRO50720WMA .M Fri May 22 12:11:52 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Benzene, l-ethyl-2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.30 1.30 ug/L 546531 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 94
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3098 (11.301 min): VU038268.D (—3088)d)(—) m/z 105.10 100.00%
105
5000
120
w9l ‘ 11.00 11.20 11.40 11.60
39 51 65 . . . .
Ol gty et 84 b (OO AL T777120.10 0 30.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.00 11.20 11.40 11.60

m/z 77.05 12 ._.75%

27 39 51 5 65 77 91

NN S R U4 S A . 0 -/ N,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 11.00 11.20 11.40 11.60
5000 m/z 91.05 11.80%
0 15 27 39 51 57 65 " 34 o1 98
B b o o o o o e S RAREEREa s Es s Ea s )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 11.00 11.20 11.40 11.60

m/z 79.05 9.92%

5000

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

SOMUTRO50720WMA .M Fri May 22 12:11:54 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 11 Benzene, l-ethyl-4-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.48 1.25 ug/L 524723 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 94
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
Abundance Scan 3154 (11.481 min):VUO38268.D(d—)3145) ) m/z 105.10 100.00%
105
5000 120
77
39 51 65 o1 11.20 11.40 11.60 11.80
Obrrprrrr e gt 84 s et (280138 75795010 46.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 77.05 12.64%
oL 15 27 39 Ol 58 65 Teatog | 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 106.10 9.38%
120

6 27 3 slgges 77 91

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 11.20 11.40 11.60 11.80
m/z 79.05 7.46%
5000
120
91
L5 27 3 Slsges 1 Teg |
T T T T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80

SOMUTRO50720WMA .M Fri May 22 12:11:55 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 unknown-01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.65 0.77 ug/L 323897 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 38
2 Benzene. (l-methvlpropvl)- 134 C10H14 000135-98-8 38
3 Benzene. l1-methvIl-3-propvl- 134 C10H14 001074-43-7 35
4 Benzene. (1l-methvipropvl)- 134 C10H14 000135-98-8 35
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 30
Abundance Scan 3207 (11.651 min): VU038268.D (-3189) (-) m/z 105.05 100.00%
105
73
5000 43 B
91 121 134
63 83 154 11.40 11.60 11.80 12.00
o} m/z 73.10 59.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15358: Benzeneacetaldehyde, .alpha.-methyl-
105
5000
11.40 11.60 11.80 12.00
77 134 m/z 55.05 42 .29%
o 27 39 St g3 || 9 | s
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
"' 11140 1160 1180 12.00
5000 m/z 43.00 35.49Y%
77 91
27 51 134
ol 15 39 65 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14856: Benzene, 1-methyl-3-propyl- A BRs am s S e
105 11.40 11.60 11.80 12.00
m/z 121.10 23.94Y%
5000
134
77 91
ol k2 r ¥ 81 B || 119
m/z--> 15 ﬁo §o 45 éo 65 fo éo 95 100 110 150 150 140 1éo 1éo 11.40 11.60 11.80 12.00

SOMUTRO50720WMA .M Fri May 22 12:11:57 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Benzene, 1,2,3-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.90 1.77 ug/L 744853 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 93
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 93
3 Mesitvlene 120 C9H12 000108-67-8 86
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 86
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 86
Abundance Scan 3284 (11.899 min): VU038268.D (-3276) (-) m/z 105.05 100.00%
105
5000 120
139
43 55 70 85
||| I | ||| | 96 154 11.60 11.80 12.00 12.20
o.w””“”.“”wh”mhwu“h.J,AHHJWAL,mdﬁ”w””i””“nw” m/z 120.05 38.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 S BRI UL SN B
120 11'60 11.80 12.00 12.20
m/z 139.20 28 .79%
27 39 51 5 (7 91
0 "I']'-'S'I""*I""I""'i""'I"""I"'ml""I""'I"'l'l"""‘l""'I""I""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
120 1160 11.80 12,00 12,20
5000 m/z 85.05 19.27%

15 27 39 651 65 ” o1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9401: Mesitylene
105 11.60 11.80 12.00 12.20
m/z 81.10 18.99%
120
5000
79
..,.1..5.,..2.‘.7,...:??‘....5,‘.1‘..a‘,.‘(?‘.s.,...‘:‘,....,....,.‘al.,..‘.‘.,‘....,....,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.60 11.80 12.00 12.20

SOMUTRO50720WMA .M Fri May 22 12:11:58 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 14 Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.10 2.85 ug/L 1200640 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Indane 118 C9H10 000496-11-7 76
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
4 Indane 118 C9H10 000496-11-7 68
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 62
Abundance Scan 3347 (12.102 min): VU038268.D (-3331) (-) m/z 117.10 100.00%
117
5000
g1 A A
rrrrTrTy T T T T T T T
39 51 63 77 | 105 | 105 134 11.80 12.00 12.20 12.40
Obrrrprrrrprrrr e it et 2SSV Tm/z 118.10 0 55.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane

5000

ll.l80 12.00 12.20 12.40
m/z 115.10  34.31%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
I AR m e RS
11.80 12.00 12.20 12.40
5000 m/z 91.05 17 .88%
91
15 27 39 51 6 g7 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8964: Benzene, cyclopropyl-

11.80 12.00 12.20 12.40
m/z 119.10 16.26%

5000

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

SOMUTRO50720WMA .M Fri May 22 12:12:00 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 15 o-Cymene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.58 0.91 ug/L 382032 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
3 p-Cvmene 134 C10H14 000099-87-6 95
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
5 o-Cymene 134 C10H14 000527-84-4 94
Abundance Scan 3496 (12.581 min): VU038268.D (-3481) (-) m/z 119.10 100.00%
119
5000
134
39 51 65 17 gr 1?5 I 165 007 12.20 12.40 12.60 12.80
O T e e T e B m/z 134.15 26.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene
119
5000
12.20 12.40 12.60 12.80
o1 134 m/z 91.10 16.33%
dom s s T
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 120.10 10.58%
134
91
ol 15 27 41 51 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14809: p-Cymene
119 12.20 12.40 12.60 12.80
m/z 77.00 9.65%
5000
o1 134
ol 27 4t & A7 | 103 ) |
mz-> 20 40 60 80 100 120 140 160 180 200 | | 12.20 12.40 12.60 12.80

SOMUTRO50720WMA .M Fri May 22 12:12:01 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 3-Octanol, 3,6-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.89 2.38 ug/L 1001730 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol. 3.6-dimethvl- 158 C10H220 000151-19-9 64
2 3-0Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 40
3 3-0Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 38
4 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 37
5 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 36

Abundance Scan 3592 (12.889 min): VU038268.D (-3581) (-) m/z 73.10 100.00%
(<} h
5000 55
|| hl g4 g5 11 129 143 007 12.60 12.80 13.00 13.20
0...w...ww.:h.u'w:..w..tq.J.w...w...w...w.... m/z 55.05 42_60%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #29642: 3-Octanol, 3,6-dimethyl-
73
5000 L SN B SR UL
o9 43 55 12.60 12.80 13.00 13.20
m/z 69.05 36.44%
‘ 111 129
0..}.5“‘2‘.."“.‘...“'..‘.‘.l.4..9.6|..‘..|..‘..];“]:3...“...'....'....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
55 12.60 12.80 13.00 13.20
5000 - 43 m/z 43.00 26 .89%
111
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29643: 3-Octanol, 3,7-dimethyl-
73 12.60 12.80 13.00 13.20
m/z 70.05 26.68%
5000
55
111
0158597129143
m/z--> 20 60 80 100 120 140 160 180 200 12,60 12.80 13.00 13.20

SOMUTRO50720WMA .M Fri May 22 12:12:03 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 17 [2.2]Paracyclophane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.61 1.76 ug/L 739693 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I2.21Paracvclophane 208 C16H16 001633-22-3 90
2 Benzene., 1.1"-(1.2-cvclobutanedi... 208 C16H16 020071-09-4 86
3 Cvclobutane. 1.2-diphenvl- 208 C16H16 003018-21-1 78
4 Butanedioic acid. phenvl- 194 C10H1004 000635-51-8 72
5 [2.2]Paracyclophane 208 C16H16 001633-22-3 72
Abundance Scan 4438(1)(15.609 min): VU038268.D (-4412) (-) m/z 104.10 100.00%
104
5000 /L
78 0 1540 1560 1520 1600
51 15.20 15.40 15.60 15.80 16.00
Ob o B4 L | 128142159 178 208 281 | “57103.05 14.02%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67982: [2.2]Paracyclophane
104
5000
15.20 15.40 15.60 15.80 16.00
78 208 m/z 78.00 13.10%
L L M 128 152165 189
mz-> 20 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
104
15.20 15.40 15.60 15.80 16.00
5000 m/z 105.05 9.32%
27 5lgy 8 117131 152 178192 208
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67986: Cyclobutane, 1,2-diphenyl- e B EE e e e
104 15.20 15.40 15.60 15.80 16.00
m/z 77.00 6.71%
5000
41 56 18
o274 Y \‘117131 152 178193208
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80 16.00

SOMUTRO50720WMA .M Fri May 22 12:12:04 2020

Page: 19



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038268.D

Aca On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 18 Butylated Hydroxytoluene Concentration Rank 6

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

16.96 3.55 ug/L 1495600 1,4-Dichlorobenzene-d4 11.82

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 98
2 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 96
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 94
4 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 93
5 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 87

Abundance Scan 4858 (16.960 min): VU038268.D $4847) ) m/z 205.20 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU052120\
Data File : VU038268.D

Acq On : 21 May 2020 16:39

Operator : JC/MD

Sample : L2724-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 1.52 4.3 ug/L 884917 1 6.28 1030910 5.0
Ethyl ether 2.40 30.9 ug/L 6360640 1 6.28 1030910 5.0
(DEL) Alkane: Str... 3.11 2.9 ug/L 600379 1 6.28 1030910 5.0
(DEL) Alkane: Str... 3.74 3.6 ug/L 742945 1 6.28 1030910 5.0
Diisopropyl ether 4.03 102.9 ug/L 21212400 1 6.28 1030910 5.0
(DEL) Alkane: Cyc... 4_57 11.8 ug/L 2435340 1 6.28 1030910 5.0
3-Heptanone, 5-me... 10.91 2.4 ug/L 1011130 3 11.82 2106540 5.0
(DEL) Alkane: Str... 11.04 1.5 ug/L 628467 3 11.82 2106540 5.0
Benzene, l-ethyl-_.. 11.30 1.3 ug/L 546531 3 11.82 2106540 5.0
Benzene, l-ethyl-_.. 11.48 1.3 ug/L 524723 3 11.82 2106540 5.0
unknown-01 11.65 0.8 ug/L 323897 3 11.82 2106540 5.0
Benzene, 1,2,3-tr... 11.90 1.8 ug/L 744853 3 11.82 2106540 5.0
Indane 12.10 2.9 ug/L 1200640 3 11.82 2106540 5.0
o-Cymene 12.58 0.9 ug/L 382032 3 11.82 2106540 5.0
3-Octanol, 3,6-di... 12.89 2.4 ug/L 1001730 3 11.82 2106540 5.0
[2.2]Paracyclophane 15.61 1.8 ug/L 739693 3 11.82 2106540 5.0
Butylated Hydroxy... 16.96 3.5 ug/L 1495600 3 11.82 2106540 5.0
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