LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040232.D

Aca On : 21 Sep 2020 14:34

Operator : SY/MD

Sample : L4046-12DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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 1.607 73 83 91 rBv 48582 51827 8.58% 0.904%
2 1.925 172 182 192 rVB 41879 55563 9.20% 0.970%
3 2.388 315 326 345 rBV 24066 40500 6.71% 0.707%
4 2.581 374 386 402 rBV2 85836 140495 23.26% 2.452%
5 3.060 526 535 546 rVB3 4400 8121 1.34% 0.142%
6 3.202 566 579 593 rBV 8513 17822 2.95% 0.311%
7 4.015 814 832 849 rBV2 13627 36135 5.98% 0.631%
8 4.668 1015 1035 1073 rBv2 69856 297728 49.30% 5.195%
9 5.083 1148 1164 1192 rBV 91245 213947 35.42% 3.733%
10 5.742 1348 1369 1376 rBv3 161397 428575 70.96% 7.478%

11 5.790 1376 1384 1410 rVB 293968 596131 98.70% 10.402%
12 6.263 1516 1531 1546 rBvV 171983 318180 52.68% 5.552%
13 6.703 1654 1668 1683 rBV 112575 213260 35.31% 3.721%
14 7.574 1926 1939 1953 rBV2 56047 98692 16.34% 1.722%
15 7.906 2029 2042 2056 rBV 172317 299255 49.55% 5.222%

16 8.185 2115 2129 2142 rBV 37012 62669 10.38% 1.094%
17 8.642 2258 2271 2296 rBV 318965 603969 100.00% 10.539%
18 8.922 2349 2358 2373 rBV5 3679 6828 1.13% 0.119%
19 9.420 2501 2513 2537 rBV2 245268 473972 78.48% 8.271%
20 9.571 2549 2560 2575 rBV 49660 77571 12.84% 1.354%
21 9.690 2582 2597 2609 rBvV2 41512 67867 11.24% 1.184%
22 10.098 2712 2724 2734 rBV3 13073 21703 3.59% 0.379%
23 10.481 2832 2843 2858 rVB3 27132 42054 6.96% 0.734%
24 10.754 2916 2928 2941 rBV 95994 152756 25.29% 2.666%
25 11.462 3133 3148 3161 rBV2 61045 94314 15.62% 1.646%

26 11.806 3241 3255 3271 rBV 249201 406665 67.33% 7.096%
27 11.886 3271 3280 3290 rBV 31319 46936 7.77% 0.819%
28 12.089 3331 3343 3358 rBvV 174627 276461 45.77% 4.824%
29 12.188 3361 3374 3387 rVB 219574 359129 59.46% 6.267%

30 12.561 3480 3490 3498 rBV2 5996 7529 1.25% 0.131%
31 13.018 3624 3632 3640 rVB2 5245 7000 1.16% 0.122%
32 13.282 3707 3714 3725 rVB5 8439 12310 2.04% 0.215%
33 13.442 3752 3764 3774 rBV4 11876 19234 3.18% 0.336%
34 13.613 3805 3817 3827 rBV3 9238 13734 2.27% 0.240%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040232.D

Aca On : 21 Sep 2020 14:34

Operator : SY/MD

Sample : L4046-12DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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\SOMUTRO83120WMA .M
TRACE VOA SOMO1.0

35 14.076 3949 3961 3973 rBvV 100172 161837 26.80% 2.824%

Sum of corrected areas: 5730769
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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\VU092120\
Vu040232.D

21 Sep 2020 14:34

SY/MD

L4046-12DL 100X

25.0mL/MSVOA U/WATER

9 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040232.D

Aca On : 21 Sep 2020 14:34

Operator : SY/MD

Sample : L4046-12DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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 5

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

2.39 0.64 ug/L 40500 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 83
4 Ethvl ether 74 C4H100 000060-29-7 78
5 Ethyl ether 74 C4H100 000060-29-7 64

Abundance Scan 327 (2.391 min): VU040232.D (-315) (-) m/z 59.10 100.00%
59
45 74
5000
e e
4|1 I 2.00 2.20 2.40 2.60 2.80
0"""'I""I""I""I'"'I""I""I""I"':I'!'!I""I""I"'I""I""I""i""l""l m/z 45.10 73.11%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #844: Ethyl ether
il
59
74 .
5000 45 SRS RS R

200 220 2.40 2.60 2.80

27
m/z 74.20 72.15%
41
19 L 55 70,
O S e T e e e e e e e e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
31
59 B R e AR
2.00 2.20 2.40 2.60 2.80
5000 45 74 m/z 43.10 29.49%
27
15 41
o 19
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #842: Ethyl ether
31 2.00 2.20 2.40 2.60 2.80
m/z 41.00 14.01%
5000
27 45 59
15 74
2 12 1l a1y
O  H r r
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 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\VU092120\
Data File : VU040232.D

Aca On : 21 Sep 2020 14:34

Operator : SY/MD

Sample : L4046-12DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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 7

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

4.02 0.57 ug/L 36135 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisopropvl ether 102 C6H140 000108-20-3 74
2 Propane. 1-(1-methvlethoxv)- 102 C6H140 000627-08-7 56
3 Diisopropvl ether 102 C6H140 000108-20-3 43
4 Diisopropvl ether 102 C6H140 000108-20-3 43
5 Formic acid, l-methylethyl ester 88 C4H802 000625-55-8 9

Abundance Scan 834 (4.021 min): VU040232.D (-814) (-) m/z 45.10 100.00%
45
5000
87 I A
?| ? 6 3.60 3.80 4.00 4.20 4.40
o1l m/z 43.10 53.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4428: Diisopropyl ether
45
5000 I U R
3.60 3.80 4.00 4.20 4.40
87 m/z 87.10 26 .34%
7% e 102
G L U S S SRS SURILILS I I UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
360 3.80 400 4.20 4.40
5000 m/z 41.00 19.36%
27 73 87
37 59 102
S L U S S SIS SURIIL I IS UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4423: Diisopropyl ether LI LA LN L L B
45 3.60 3.80 4.00 4.20 4.40
m/z 59.00 13.90%
5000
87
59
o 18 239 C 89 102
m/z--> 10 20 3'0 0 50 60 7'0 80 9 100 360 3.80 4.00 420 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040232.D

Aca On : 21 Sep 2020 14:34

Operator : SY/MD

Sample : L4046-12DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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 Mesitylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.46 1.16 ug/L 94314 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3147 (11.459 min): VU040232.D (-3133) (-) m/z 105.10 100.00%
105 ﬂ
5000 120
39 77 91
51 g 65 | I | 11.20 11.40 11.60 11.80
Ottt e m/z 120.20 45.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
105
120
5000
11.20 11.40 11.60 11.80
m/z 77.00 15.20%
27 3\9 5\1 58 65 I 9\1 mll
U AR R AR AN RARRS ARRS RRRRS RRRRS AR SARS SRS SARES
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.20 13.97%
ol 15 27 ® s1gges (1 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9421: Benzene, 1,2,4-trimethyl-

11.20 11.40 11.60 11.80
m/z 91.10 12.09%

5000

-

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040232.D

Aca On : 21 Sep 2020 14:34

Operator : SY/MD

Sample : L4046-12DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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 6
R.T. EstConc Area Relative to ISTD R.T.
11.89 0.58 ug/L 46936 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 95
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Mesitvlene 120 C9H12 000108-67-8 93
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3281 (11.889 min):VUO40232.Dé)—3271) ) m/z 105.05 100.00%
105
5000 120
B s 9 20 11160 11130 1200 1220,
Obrrprrrr b ettt il e | M7z 120.20 44 84Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
5000 120 LA PR BN RN B
11.60 11.80 12.00 12.20
0
28 39 & S m/z 77.00 14 _.49%
0 ..,ﬁ%.,..”,...Jp.”.ib.?ﬁ.U..“..m,§4.ﬂ..gqﬂll...w.ﬂ”..,.”.,..”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11.60 11.80 12.00 12.20
5000 120 m/z 91.10 12.60%
77
ol 15 % 39 5l gg65 o1 "o | 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 f\
Abundance #9399: Mesitylene ...,....,HA..,....,....

11.60 11.80 12.00 12.20
m/z 39.00 12.47%

5000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040232.D

Aca On : 21 Sep 2020 14:34

Operator : SY/MD

Sample : L4046-12DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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 1
R.T. EstConc Area Relative to ISTD R.T.
12.09 3.40 ug/L 276461 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 90
2 Indane 118 C9H10 000496-11-7 87
3 Indane 118 C9H10 000496-11-7 68
4 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 68
5 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 64
Abundance Scan 3343 (12.089 min): VU040232.D (-3331) (-) m/z 117.20 100.00%
117
5000
0 g 0, o 160 12100 1220 140
Obrrrrrrrr etk bttt el ol e e | m/z 118.20  55.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane
117
5000 UL SRS SN SRR SN
11.80 12.00 12.20 12.40
o1 m/z 115.10 40.15%
39 51 63
0 15 27 ; N 77 \‘ 193110 IIR
miz-> 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 m/z 91.10 17.20%
39 91
27 51 63
oL 15 70 77 84 103119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8948: Indane T l}l\l L L L | i
117 11.80 12.00 12.20 12.40
m/z 116.10 14 .87%
5000
58
R I ik S o | A
m/z--> 15 ﬁo 35 Jo 55 éo 75 éo 95 160 110 150 1§o 150 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040232.D

Aca On : 21 Sep 2020 14:34

Operator : SY/MD

Sample : L4046-12DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 9 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 7 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.08 1.99 ug/L 161837 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 94
2 Azulene 128 C10H8 000275-51-4 94
3 Azulene 128 C10H8 000275-51-4 94
4 Naphthalene 128 C10H8 000091-20-3 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3962 (14.079 min): VU040232.D (-3949) (-) m/z 128.20 100.00%
128
5000
s 51 63 75 o 102 13.80 14.00 14.20 14.40
Ol prrrrprrrr e pilbre et el | TM/Zz 127.100 12.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11942: Naphthalene
128
5000 A
13.80 14.00 14.20 14.40
m/z 129.20 11.07%
o 51 63 75 g7 192 j345
s % % B T 8 % 10 116 10 1%
Abundance
128
A"w"“l“"w'“l'“'
13.80 14.00 14.20 14.40
5000 m/z 102.10 10.00%
51 63 102
o 15 28 39 s g7 113 121
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11936: Azulene R REAmE L
128 13.80 14.00 14.20 14.40
m/z 51.10 8.09%
5000
51 102
64
0...,..”,..??,”.?3....H”..,:H..,iﬁw ..??,.”.,4...}?§.,..Hh...., A BB EEE BALEE maa e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
Data File : VU040232.D

Acq On : 21 Sep 2020 14:34

Operator : SY/MD

Sample : L4046-12DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 2.39 0.6 ug/L 40500 1 6.26 318180 5.0
Diisopropyl ether 4.02 0.6 ug/L 36135 1 6.26 318180 5.0
Mesitylene 11.46 1.2 ug/L 94314 3 11.81 406665 5.0
Benzene, 1,2,4-tr... 11.89 0.6 ug/L 46936 3 11.81 406665 5.0
Indane 12.09 3.4 ug/L 276461 3 11.81 406665 5.0
Azulene 14.08 2.0 ug/L 161837 3 11.81 406665 5.0
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