LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038275.D

Aca On : 21 May 2020 19:44

Operator : JC/MD

Sample : L2724-13DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 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 1.610 75 84 92 rBv 180477 225507 2.34% 0.597%
2 1.932 177 184 203 rVB 194959 294184 3.06% 0.779%
3 2.401 320 330 347 rVB 419496 631455 6.56% 1.673%
4 2.591 377 389 402 rBV 296507 488966 5.08% 1.295%
5 4.034 813 838 861 rBY 1648562 4234116 43.99% 11.218%
6 4.571 988 1005 1019 rBV2 121471 296130 3.08% 0.785%
7 4.665 1019 1034 1074 rVB 380179 952546 9.90% 2.524%
8 5.099 1152 1169 1199 rBvV2 451184 1036183 10.76% 2.745%
9 5.420 1253 1269 1284 rBv4 42550 98673 1.03% 0.261%
10 5.761 1352 1375 1382 rBv2 619006 1617225 16.80% 4.285%

11 5.809 1382 1390 1403 rVB 711610 1386437 14.40% 3.673%
12 6.282 1521 1537 1561 rBV 590045 1136448 11.81% 3.011%
13 6.719 1656 1673 1687 rBV 399069 785420 8.16% 2.081%
14 6.931 1728 1739 1752 rVB2 57137 101940 1.06% 0.270%
15 7.591 1932 1944 1959 rBV2 192668 336134 3.49% 0.891%

16 7.922 2023 2047 2060 rBvV 739982 1350893 14.03% 3.579%
17 7.993 2060 2069 2082 rVB 138536 254074 2.64% 0.673%
18 8.201 2121 2134 2147 rBV 128387 215031 2.23% 0.570%
19 8.655 2262 2275 2288 rBV 1249471 2193120 22.78% 5.810%
20 9.465 2503 2527 2555 rBV2 4878599 9625590 100.00% 25.502%

21 9.587 2555 2565 2589 rVB 332555 605312 6.29% 1.604%
22 9.709 2589 2603 2615 rBvV 120873 207046 2.15% 0.549%
23 10.118 2715 2730 2751 rBV2 199994 368031 3.82% 0.975%
24 10.500 2835 2849 2860 rBV 325708 540900 5.62% 1.433%
25 10.671 2895 2902 2913 rVB3 60041 105500 1.10% 0.280%

26 10.771 2913 2933 2944 rBV 335397 624680 6.49% 1.655%
27 10.918 2961 2979 2995 rBV 379056 769997 8.00% 2.040%
28 10.999 2995 3004 3011 rvVv 103190 169573 1.76% 0.449%
29 11.044 3011 3018 3029 rVV2 103031 171180 1.78% 0.454%
30 11.304 3087 3099 3121 rVB 309684 518785 5.39% 1.374%

31 11.648 3201 3206 3225 rVB4 104993 167649 1.74% 0.444%
32 11.825 3247 3261 3276 rBV2 927492 1824113 18.95% 4._.833%
33 11.899 3276 3284 3297 rVB3 165290 275234 2.86% 0.729%
34 12.108 3332 3349 3365 rVB2 481642 774482 8.05% 2.052%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038275.D

Aca On : 21 May 2020 19:44

Operator : JC/MD

Sample : L2724-13DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial =: 20 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 12.205 3365 3379 3400 rVB 855292 1520919 15.80% 4.029%
36 12.886 3580 3591 3609 rBvV 269376 447139 4._.65% 1.185%

37 14.114 3961 3973 3987 rBV 81020 138646 1.44% 0.367%
38 16.966 4847 4860 4874 rBV 765654 1255752 13.05% 3.327%

Sum of corrected areas: 37745010
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Vu038275.D

21 May 2020 19:44

JC/MD

L2724-13DL 20X

25_0mL/MSVOA U/WATER

20 Sample Multiplier: 1

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

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU038275.D
4000000
3000000
2000000
4.03
1000000
1
578 6.28
161 1.93 240 2 59 4.66 e 6.7
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VU038275.D
9|47
4000000
3000000
2000000
8.65
11.83
1000000 792 12
12.1
9.59 10.50 10.740.92
e e P s
05— — R e o A 2 Ape ey ey
Time--> 7m 7.50 8.00 8.50 9.00 9.50 10.00 1%0 nm 1wo 12.00
Abundance TIC: VU038275.D
4000000
3000000
2000000
1000000 16.97
12.89
ok 1 14.11
e ! ——r o A — A R A e
Time--> 12. 50 13. oo 13.50 14.00 14.50 15 oo 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038275.D

Aca On : 21 May 2020 19:44

Operator : JC/MD

Sample : L2724-13DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 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 1 Ethyl ether Concentration Rank 3

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

2.40 2.78 ug/L 631455 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 72
5 Ethyl ether 74 C4H100 000060-29-7 72

Abundance Scan 330 (2.401 min): VU038275.D (-320) (-) m/z 59.05 100.00%
59
45 74
5000

2.00 2.20 2.40 2.60 2.80

o...,....,....,....39,|:|:..?1....i..??,.'.-.7?....,.9.4..,.. m/z 74.10 75.89%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #840: Ethyl ether
3
59
5000 45 74 L e

2.00 2.20 2.40 2.60 2.80
m/z 45.00 68 .49%

15 2

39, | ‘
0.”,..”,..”,..”,..”,..”,..”,..”,..”,..”,..
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
31
59 MMM E S
74 2.00 2.20 2.40 2.60 2.80
5000 45 m/z 43.00 17 .94%
15 26 39
O e T I o o e L e o o o o o B I
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #841: Ethyl ether
31 2.00 2.20 2.40 2.60 2.80
m/z 41.00 12 .56%
5000 45 59
74
15
2
m/z--> 10 20 30 40 50 60 70 80 90 100 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 : VU038275.D

Aca On : 21 May 2020 19:44

Operator : JC/MD

Sample : L2724-13DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 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 2 Diisopropyl ether Concentration Rank 1

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

4.03 18.63 ug/L 4234120 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-(1l-methvlethoxv)- 118 C6H1402 003944-37-4 83
5 Ethe 2-chloro-1-methylethyl is... 136 C6H13CIO 098277-76-0 64

Abundance Scan 837 (4.031 min): VU038275.D (-813) (-) m/z 45.00 100.00%
45
5000
87
39 59 o 360 3.80 4.00 420 4.40
Ol 83 18 a2 00 47, 98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4429: Diisopropyl ether
45
5000 R L UL L R
3.60 3.80 4.00 4.20 4.40
5 87 m/z 87.10 29.09%
o 15 2 39 T 69 78 102
mz> 10 20 % 40 %0 e 70 8 % 100 10
Abundance
45
360 3.80 4.00 4.20 4.40
5000 m/z 41.00 17.00%
87
15 27 39 ¥ 6 102
e S U UL S UL SURIL S I UL IS I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4428: Diisopropyl ether | NLELELE LU LA N NN A B
45 3.60 3.80 4.00 4.20 4.40
m/z 59.10 11.71%
5000
87
59
o .3 8 102
FN FULEL SRR SULELEL SR LI SURLEL SURLEL S UL SO UL I IR SRR LS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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 : VU038275.D

Aca On : 21 May 2020 19:44

Operator : JC/MD

Sample : L2724-13DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 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: Cyclic4.57 Concentration Rank 8

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

4_.57 1.30 ug/L 296130 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 87
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 86
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
5 Cyclohexane 84 C6H12 000110-82-7 78

Abundance Scan 1005 (4.571 min): VU038275.D (-988) (-) m/z 56.10 100.00%
56
5000 41 69
37| lus 5 | 6165 77 8|4 420 4.40 4.60 4.80 5.0
Olerrrrrrrrrrprrrprrrr e e e e e m/z 40.95 50.00%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 460 4.80 5.00
o8 o m/z 69.10 48.24%
15 I 37 “ 55“\\‘ ! 65\\ . " ‘
S A Ly LA AR AN LA AL AR AR AL IRl AR SRS RALAL kol AL SR Al kel
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 420 4.40 4.60 4.80 5.00
5000 m/z 55.10 25.85%
69
27 84
o 1 15 3337 51 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1491: Cyclopentane, methyl— L0 I BN L N L I
56 420 4.40 4.60 4.80 5.00
m/z 38.95 22 .32%
5000 41
69
27 ‘ ‘ 84
0 15 |31 37]||| 51|, 6165 | 7377
BARARERS KRRE) RELAE AAALN LARA SARAE RARAY SERSEEARE) SALE) EAM AU KRASNAURE RARRSARML AL BUASA MARMI SRAMY
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\VU052120\
Data File : VU038275.D

Aca On : 21 May 2020 19:44

Operator : JC/MD

Sample : L2724-13DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 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 5 Benzene, propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.92 2.11 ug/L 769997 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 90
2 Benzene. propvl- 120 C9H12 000103-65-1 87
3 Benzene. propvl- 120 C9H12 000103-65-1 87
4 1.2-Ethanediamine. N.N"-bis(phen... 240 C16H20N2 000140-28-3 64
5 1-Benzylamino-2-benzyloxyethane 241 C16H19NO 038336-06-0 64
Abundance Scan 2979 (10.918 min): VU038275.D (-2961) (-) m/z 91.05 100.00%
q1
5000
65 7 e e 118 115
51 105 . . . )
Ol e b RS e e prrraeen || M7z 120.10 21 . 45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
91
5000 USRNSSR SUNRE SRR
10.60 10.80 11.00 11.20
65 120 m/z 92.10 10.81%
39 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
10.60 10.80 11.00 11.20
5000 m/z 65.00 10.66%
120
. 39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
91 10.60 10.80 11.00 11.20
m/z 78.00 6.82%
5000
120
0 15 3\9 ) 6\5 i ‘ 195
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038275.D

Aca On : 21 May 2020 19:44

Operator : JC/MD

Sample : L2724-13DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 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 6 Benzene, l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.30 1.42 ug/L 518785 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
2 Benzene. 1l-ethvIl-3-methvl- 120 C9H12 000620-14-4 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3098 (11.301 min): VU038275.D (-3087) (-) m/z 105.10 100.00%
105
5000
120
39 51 g5 65 17 91 o5 11.00 11.20 11.40 11.60
Ol e ot e 28 e Tm/z 120.05  30.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105
5000
11.00 11.20 11.40 11.60
7 o1 120 m/z 77.00 13.05%
ot 2 S e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 91.10 12.23%
120
18 27 39 5l g5 65 77 91
O L e B L I ot S
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene R e
105 11.00 11.20 11.40 11.60
m/z 79.10 9.87%
120
5000
J s 2 3 Steges g g | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038275.D

Aca On : 21 May 2020 19:44

Operator : JC/MD

Sample : L2724-13DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 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 7 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.90 0.75 ug/L 275234 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 42
2 Mesitvlene 120 C9H12 000108-67-8 42
3 Mesitvlene 120 C9H12 000108-67-8 42
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 42
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 42
Abundance Scan 3284 (11.899 min): VUO3827d)5.D (-3276) (-) m/z 105.05 100.00%
105
5000 120 139
8 5 70 85
96 154 11.60 11.80 12.00 12.20
01 m/z 139.15 40.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
5000 120 U UL B BN B

ll.IGO 11.80 12.00 12.20
m/z 120.05  39.90%

28 39 51 77 91
0 14 | ‘\ N 11 M ‘ 11| m‘\

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

105
120 11.60 11.80 12.00 12.20
5000 m/z 42.95 29.96%

27 3% 51 o 7T a1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9401: Mesitylene B m R L e
11.60 11.80 12.00 12.20
m/z 85.00 28.38%

5000

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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038275.D

Aca On : 21 May 2020 19:44

Operator : JC/MD

Sample : L2724-13DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 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 8 Benzene, 1-propenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.11 2.12 ug/L 774482 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-propenvl- 118 C9H10 000637-50-3 92
2 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 86
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
4 Indane 118 C9H10 000496-11-7 64
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
Abundance Scan 3350 (12.111 min): VU038275.D (-3332) (-) m/z 117.10 100.00%
117
5000
105
91 AN N
39 51 63 _ 77 | ‘ ‘ 134 11.80 12.00 12.20 12.40
) A PO YL O L R .22 m/z 118.10 52.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8962: Benzene, 1-propenyl-

ll.l80 12.00 12!20 12.40
m/z 115.10  37.09%

5000

0<
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
R R i
11.80 12.00 12.20 12.40
5000 m/z 119.10 36.72%
91
39 515865 103
27 T g4 110

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

117 11.80 12.00 12.20 12.40
m/z 105.10 34.16%

5000

27 39 515865 77

m/z--> 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\VU052120\
Data File : VU038275.D

Aca On : 21 May 2020 19:44

Operator : JC/MD

Sample : L2724-13DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 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 9 3-Octanol, 3,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.89 1.23 ug/L 447139 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol. 3.6-dimethvl- 158 C10H220 000151-19-9 64
2 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 56
3 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 47
4 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 35
5 2,5-Dimethyl-4-hydroxy-3-hexanone 144 C8H1602 000815-77-0 32
Abundance Scan 3592 (12.889 min): VU038275.D (-3580) (-) m/z 73.05 100.00%
B
5000 55
43
83 129 12.60 12.80 13.00 13.20
111 140
o 6 % 119 m/z 55.10 45.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29642: 3-Octanol, 3,6-dimethyl-
73
5000
o9 43 55 12.60 12.80 13.00 13.20
m/z 69.10 36.70%
129
0 15 H ! ‘ ‘\ | ‘\ M‘\ | 96 1]\-1 143
m/z--> 10 20 30 40 55 éo 70 80 90 100 110 120 130 1&0 150 160
Abundance
73
55 12.60 12.80 13.00 13.20
5000 a1 m/z 70.10 31.56%
33 111
. 29 o5 o7 129 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29654: 3-Octanol, 3,7-dimethyl-
73 12.60 12.80 13.00 13.20
m/z 43.00 27 .79%
55
5000 5 4
83 111 129
S O ol SO 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038275.D

Aca On : 21 May 2020 19:44

Operator : JC/MD

Sample : L2724-13DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 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 10 Butylated Hydroxytoluene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.97 3.44 ug/L 1255750 1,4-Dichlorobenzene-d4 11.83
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 94
5 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 87
Abundance Scan 4861 (16.970 min): VU038275.D (-4847) (-) m/z 205.20 100.00%
205
5000
57 220 I A W
41 91105
77 128 1> 161 177 16.60 16.80 17.00 17.20
Obrrr ettt e et -|...,....',.1.5?1.,....,-....,?f‘?.,...??.’%. m/z 220.30 24.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77555: Butylated Hydroxytoluene
205
5000 A AN UM B
16.60 16.80 17.00 17.20
57 220 m/z 57.05 21.51%
a1 77 91105 150t ‘ 161177191 | ‘
0 ...luunl‘....lu‘...l....lu‘..‘.‘l‘.l”.‘.‘....lunu‘l.... ””\”” R RRRARRRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
205
16.60 16.80 17.00 17.20
5000 m/z 206.20 15.71%
57 220
o 4 81 105119 19016177

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

Abundance #77553: Butylated Hydroxytoluene R e B R
2 16.60 16.80 17.00 17.20

m/z 145.10 13.07%

—

5000

S

16 60 16. 80 17. OO 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU052120\
Data File : VU038275.D

Acq On : 21 May 2020 19:44

Operator : JC/MD

Sample : L2724-13DL 20X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 20 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]
Ethyl ether 2.40 2.8 ug/L 631455 1 6.28 1136450 5.0
Diisopropyl ether 4.03 18.6 ug/L 4234120 1 6.28 1136450 5.0
(DEL) Alkane: Cyc... 4.57 1.3 ug/L 296130 1 6.28 1136450 5.0
Benzene, propyl- 10.92 2.1 ug/L 769997 3 11.83 1824110 5.0
Benzene, 1-ethyl-... 11.30 1.4 ug/L 518785 3 11.83 1824110 5.0
unknown-01 11.90 0.8 ug/L 275234 3 11.83 1824110 5.0
Benzene, 1-propenyl- 12.11 2.1 ug/L 774482 3 11.83 1824110 5.0
3-Octanol, 3,6-di... 12.89 1.2 ug/L 447139 3 11.83 1824110 5.0
Butylated Hydroxy... 16.97 3.4 ug/L 1255750 3 11.83 1824110 5.0
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