LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091620\
Data File : VU040170.D

Aca On : 17 Sep 2020 00:38

Operator : SY/MD

Sample : L4046-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 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\SOMUTRO83120WMA .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 2.388 314 326 351 rBVY 1661087 2601476 10.84% 5.254%
2 4.015 808 832 886 rBY 2239779 5909193 24.62% 11.935%
3 5.086 1146 1165 1202 rBV3 447307 1549332 6.45% 3.129%
4 5.793 1345 1385 1412 rBV 11697268 24004991 100.00% 48.483%
5 6.263 1519 1531 1548 rVB 161143 306791 1.28% 0.620%

7.906 2020 2042 2055 rBV2 154750 283822 1.18% 0.573%
8.642 2257 2271 2310 rBV 231053 511939 2.13% 1.034%
9.449 2501 2522 2551 rBV 4712968 8115406 33.81% 16.391%
9.578 2551 2562 2584 rVB4 98893 255446 1.06% 0.516%
9.694 2584 2598 2610 rBV 199630 333699 1.39% 0.674%

=
QO ~NO®

11 10.102 2712 2725 2750 rVB2 443394 818431 3.41% 1.653%
12 10.481 2829 2843 2855 rBvV 521168 826883 3.44% 1.670%
13 10.893 2954 2971 2990 rBV3 555312 1090539 4._.54% 2.203%
14 11.288 3083 3094 3115 rVB 198346 325748 1.36% 0.658%
15 11.806 3243 3255 3269 rBV2 246450 531319 2.21% 1.073%

16 11.883 3269 3279 3293 rVB3 586211 958040 3.99% 1.935%
17 12.089 3330 3343 3359 rvB2 360859 585661 2.44% 1.183%
18 12.189 3361 3374 3395 rVB5 227485 503963 2.10% 1.018%

Sum of corrected areas: 49512679
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091620\
vu040170.D

17 Sep 2020 00:38

SY/MD

L4046-08

25.0mL/MSVOA U/WATER

33 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: VU040170.D

4.02

0=
Time-->

=
4.00

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: VU040170.D

9.45

10.10
95860 10

10.48
A

10.89
AN

11.29

118 8812/-\99.:

0f—

Time--> 7.

10.00

— T T T T T T T AT T
9.50 10.50

I
11.00

I
12.00

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: VU040170.D

0=

Time-->

12.50

LA e e e s s — T
13.00 15.50 16.00

T
16.50

T
17.50

SOMUTRO83120WMA.M Thu Sep 17 17:12:50 2020

Page: 2




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091620\
Data File : VU040170.D

Aca On : 17 Sep 2020 00:38

Operator : SY/MD

Sample : L4046-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Ethyl ether Concentration Rank 2

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

2.39 42.40 ug/L 2601480 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl ether 74 C4H100 000060-29-7 90
2 Ethvl ether 74 C4H100 000060-29-7 90
3 Ethvl ether 74 C4H100 000060-29-7 90
4 Ethvl ether 74 C4H100 000060-29-7 90
5 Ethyl ether 74 C4H100 000060-29-7 78

Abundance Scan 326 (2.388 min): VU040170.D (-314) (-) m/z 59.05 100.00%

50
45 74
5000

38|| 51 55 701 78 2.00 2.20 2.40 2.60 2.80
Olrrrrrrrprrrrprrrrprerrprerr e e e b o || Mz 45.05 74 .95%

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #842: Ethyl ether
31
5000 59
27 45 2.00 2.20 2.40 2.60 2.80
15 74 m/z 74.05 69.71%
0 2 | 1 Ay
T P T T T T T
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
31
59
2.00 2.20 2.40 2.60 2.80
5000 45 74 m/z 43.05 24 .78%
27
o 1519 41
SRALARERS LR LA AN RARAN RARAA LASE RRLSN RALAS ALLLY RAALY RAAAS NERAA RARAI RARA AURAILALSNALARE AN
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #841: Ethyl ether R e R R S S R E
31 2.00 2.20 2.40 2.60 2.80
m/z 41.10 14 .27%
5000 45 59
5 74
15 !
ok e e e e e e e  RARRA L ameamnmne LR
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 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\VU091620\
Data File : VU040170.D

Aca On : 17 Sep 2020 00:38

Operator : SY/MD

Sample : L4046-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Diisopropyl ether Concentration Rank 1

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

4.02 96.31 ug/L 5909190 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisopropvl ether 102 C6H140 000108-20-3 86
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 83
5 Ether, 2-chloro-1-methylethyl is... 136 C6H13CIO 098277-76-0 64

Abundance Scan 833 (4.019 min): VU040170.D (-808) (-) m/z 45.10 100.00%
45
5000
87
39 59 | 3.60 3.80 4.00 4.20 4.40
69
Ol et B L 192 Tm/z 43.10 52.09%
m/z--> 10 20 30 40 5 60 70 8 90 100 110
Abundance #4429: Diisopropyl ether
45
5000
3.60 3.80 4.00 4.20 4.40
5 87 m/z 87.10 25.13%
o 15 & 39 ° e 102
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
45
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.10 18.76%
87
bt L e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4428: Diisopropy! ether
45 3.60 3.80 4.00 4.20 4.40
m/z 59.10 11.05%
5000
87
0 23 T e o
m/z--> 10 20 30 40 50 60 70 8 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\VU091620\
Data File : VU040170.D

Aca On : 17 Sep 2020 00:38

Operator : SY/MD

Sample : L4046-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 3-Heptanone, 6-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.89 10.26 ug/L 1090540 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone. 6-methvl- 128 C8H160 000624-42-0 94
2 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 76
3 3-Octanone 128 C8H160 000106-68-3 76
4 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 70
5 Benzene, propyl- 120 C9H12 000103-65-1 53

Abundance Scan 2970 (10.890 min): VU040170.D (-2954) (-) m/z 57.05 100.00%

97
71
91
5000
120

193207 10.60 10.80 11.00 11.20
° m/z 43.05  95.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12526: 3-Heptanone, 6-methyl-
43 57
29
71
5000 99

10.60 10.80 11.00 11.20

m/z 71.10 76.19%
128
N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 71
29 99 LIS L L L L LB LN L
10.60 10.80 11.00 11.20
5000 m/z 91.10 67.67%
128
0 15 85 | 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12434: 3-Octanone e s W
43 10.60 10.80 11.00 11.20
S m/z 72.10  58.09%
29
5000 99
‘ 128
o.n,ﬁ.wmﬂqnjw.”w.”w.k..”..”...”P.”..” e 1) I ee——
m/z--> 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\VU091620\
Data File : VU040170.D

Aca On : 17 Sep 2020 00:38

Operator : SY/MD

Sample : L4046-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Benzene, l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.29 3.07 ug/L 325748 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3095 (11.292 min):VUO40170.D(—3083)d)(—) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 11.00 11.20 11.40 11.60
Obr e e i St B8 OB Ul L 7z 120.10  29.21%
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
20 . o1 m/z 91.10 13.97%
o 27 T Stse® e es | w3
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
B AR s LR R
11.00 11.20 11.40 11.60
5000 m/z 77.10 12.70%
120
15 2 3 51665 o9l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9421: Benzene, 1,2,4-trimethyl-
11.00 11.20 11.40 11.60
m/z 79.05 9.51%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091620\
Data File : VU040170.D

Aca On : 17 Sep 2020 00:38

Operator : SY/MD

Sample : L4046-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Benzene, 1,2,4-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.88 9.02 ug/L 958040 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 80
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 50
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 46
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 46
5 Mesitylene 120 C9H12 000108-67-8 46

Abundance Scan 3278 (11.880 min): VU040170.D (-3269) (-) m/z 105.10 100.00%
105
139
43
5000 55 70 81 120
91
154 11.60 11.80 12.00 12.20
O m/z 139.15 56.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9420: Benzene, 1,2,4-trimethyl-
105
120
5000 L B IR B S
11.60 11.80 12.00 12.20
77 m/z 43.05 51.33%
27 4 51 65 91 |
0'WH“v“H“HWHWM”H“W“”V“W““vaﬁ“ﬁ“W““PHWH“P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
11.60 11.80 12.00 12.20
5000 120 m/z 81.10 43.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9418: Benzene, 1,2,3-trimethyl- R T A
105 11.60 11.80 12.00 12.20
m/z 120.20 39.60%
120
5000
i
0 15 27 3\? 5\17 §\5 LI i I
m/z--> 1IO 2|0 3IO 4|0 5|0 6|0 7|0 8|0 9|O 1(I)O 1:II.O 12|O 1éO 14|10 1é0 1(|30 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091620\
Data File : VU040170.D

Aca On : 17 Sep 2020 00:38

Operator : SY/MD

Sample : L4046-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.09 5.51 ug/L 585661 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 76
3 Indane 118 C9H10 000496-11-7 76
4 Indane 118 C9H10 000496-11-7 76
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
Abundance Scan 3343 (12.089 min): VU040170.D (-3330) (-) m/z 117.20 100.00%
117
5000
39 51 0 | 98 105 134 11.80 12.00 12.20 12.40
0 ...,....,....,....',....;'....,:'.'..,.:.l.-,....',....,:l.'..,...' b || M7z 118.20  53.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane

11,80 12.00 12.20 12.40
m/z 115.10  34.42%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
11.80 12.00 12.20 12.40
5000 o m/z 91.05 19.72%
39 51 58 65 8 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8948: Indane

11.80 12.00 12.20 12.40
m/z 119.20 15.30%

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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU091620\
Data File : VU040170.D

Acq On : 17 Sep 2020 00:38

Operator : SY/MD

Sample - L4046-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 33 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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 2.39 42 .4 ug/L 2601480 1 6.26 306791 5.0
Diisopropyl ether 4.02 96.3 ug/L 5909190 1 6.26 306791 5.0
3-Heptanone, 6-me... 10.89 10.3 ug/L 1090540 3 11.81 531319 5.0
Benzene, l-ethyl-_.. 11.29 3.1 ug/L 325748 3 11.81 531319 5.0
Benzene, 1,2,4-tr... 11.88 9.0 ug/L 958040 3 11.81 531319 5.0
Indane 12.09 5.5 ug/L 585661 3 11.81 531319 5.0
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