LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021220\
Data File : VU036750.D

Aca On : 12 Feb 2020 15:01

Operator : JC/MD

Sample : L1487-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 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\SOMUTR021220WMA .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 11.484 3132 3155 3168 rBVY 1401281 2118646 1.30% 0.909%
2 12.111 3333 3350 3368 rBY 6901233 10619425 6.53% 4 _557%
3 12.330 3403 3418 3432 rBY 6841971 10548143 6.49% 4_.526%
4 13.053 3632 3643 3653 rBvV 1199626 2147534 1.32% 0.921%
5 14.153 3952 3985 3989 rBV5 62969426 162510562 100.00% 69.730%
6 14.256 4005 4017 4031 rBV 2775660 4233183 2.60% 1.816%
7 15.272 4321 4333 4356 rVB 12893485 20584684 12.67% 8.832%
8 15.458 4378 4391 4415 rVB 7266289 11801883 7.26% 5.064%
9 16.005 4538 4561 4573 rBY 1702158 2738187 1.68% 1.175%
10 17.163 4905 4921 4939 rBVY 3276675 5754256 3.54% 2.469%

Sum of corrected areas: 233056503
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021220\
VU036750.D

12 Feb 2020 15:01

JC/MD

L1487-07

25.0mL/MSVOA U/WATER

30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMUTR021220WMA.M

Quant Title

TIC Library

- TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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6e+07

5e+07

4e+07

3e+07

2e+07

le+07

TIC: VU036750.D

0=
Time-->

T
4.00

Abundance
6e+07

5e+07

4e+07

3e+07

2e+07

le+07

TIC: VU036750.D

11.48
T A T

12.11

)

Ot—
Time-->

e L e e e B L B e e e e B S LA B s s s S s S Sy e s e s
9.50 10.00 10.50 11.00

1
11.50

T
12.00

Abundance
6e+07

5e+07
4e+07
3e+07
2e+07

le+07

LA

TIC: VU036750.D

15.27
15.46

A 16,01
—

13.05
Loy

17.16
A

Time-->

tT
15.50 16.00

I
13.00

L
16.50

T
17.00

SOMUTRO21220WMA.M Thu Feb 13 15:07:58 2020




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021220\
Data File : VU036750.D

Aca On : 12 Feb 2020 15:01

Operator : JC/MD

Sample : L1487-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA _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 Benzene, 1,2,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.48 1.00 ug/L 2118650 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 3154 (11.481 min): VU036750.D (-3132)d)(-) m/z 105.10 100.00%
105
5000 120
39 51 65 o1 11.20 11.40 11.60 11.80
Ok o e 88 98 L LB Th77 120,10 42.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl- o
105

120 ﬁ\A

5000 LN L L L L L L LB L B
11.20 11.40 11.60 11.80
77 m/z 77.10 13.15%
39 51 91
I N e U iS5 AN S - Y R
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 119.10 11.88%
27 41 51 gg s 09l
O T e e T e e e
m/z--> 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 10.69%

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\VU021220\
Data File : VU036750.D

Aca On : 12 Feb 2020 15:01

Operator : JC/MD

Sample : L1487-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA _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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.11 5.00 ug/L 10619400 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 92
3 Indane 118 C9H10 000496-11-7 90
4 Deltacvclene 118 C9H10 007785-10-6 74
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 72
Abundance Scan 3350 (12.111 min): VU036750.D (-3333) (-) m/z 117.10 100.00%
117
5000
JAN
R 1180 1200 1220 1240
o...,....,....,....',....,...!,:'.'..,....,?ﬁ‘..,'....,...l.l,(.’...',....,1.?‘.‘.,.. m/z 118.10 54.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane
117
5000 S SR RN BN UL
11.80 12.00 12.20 12.40
m/z 115.10 32.77%
ol 15 27 39 51 63 77 ‘\ 103110 |
m/z--> 10 20 30 40 50 60 70 éo 90 100 110 120 130 140
Abundance
117
11:80 12,00 12.20 12,40
5000 m/z 91.10 15.91%
39 58 91
51
oL 13 % 5 7784 | 103159
wmmﬁﬁﬁmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8950: Indane o B e
117 11.80 12.00 12.20 12.40

m/z 63.00 8.76%

5000

91
27 3‘9 51
!

15 7077 84, 103110‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12 20 12.40

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021220\
Data File : VU036750.D

Aca On : 12 Feb 2020 15:01

Operator : JC/MD

Sample : L1487-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA _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 Indene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.33 4.97 ug/L 10548100 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 96
2 Indene 116 C9H8 000095-13-6 95
3 Indene 116 C9H8 000095-13-6 95
4 3-Methvlphenvlacetvlene 116 C9H8 000766-82-5 91
5 Benzene, l-propynyl- 116 C9HS8 000673-32-5 91
Abundance Scan 3418 (12.330 min): VU036750.D (-3403) (-) m/z 115.10 100.00%
11p
5000
63 89 RN NN LA BN
39 5 74 12.00 12.20 12.40 12.60
Obrrrrrrrrreshr bl i B2 98 108 J) 125 134 | 076 05 93.91%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8407: Indene

A
LI L e L

12.00 12.20 12.40 12.60
m/z 63.00 13.76%

5000

04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
116
e RN BEEEEEEa
12.00 12.20 12.40 12.60
5000 m/z 89.10 12.87%
63 89
27 39 50 74 109

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8408: Indene e RmmmEm
12.00 12.20 12.40 12.60
m/z 117.05 8.83%

5000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021220\
Data File : VU036750.D

Aca On : 12 Feb 2020 15:01

Operator : JC/MD

Sample : L1487-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA _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 4 Benzofuran, 7-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.05 1.01 ug/L 2147530 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 7-methvl- 132 C9H80 017059-52-8 96
2 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 93
3 3-Phenvl-2-propvn-1-ol 132 C9H80 001504-58-1 90
4 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 90
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 87
Abundance Scan 3642 (13.050 min): VU036750.D (-3632) (-) m/z 131.10 100.00%
131
5000
04 119
|| I || o1 | Li014s 12.80 13.00 13.20 13.40
0..,....,....,...:',....,!-... sl !':.,....,....,!...,....,...., LARaem [ m/z 132.10 82.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14530: Benzofuran, 7-methyl-
132
5000
12.80 13.00 13.20 13.40
[ 103 m/z 77.05 25.49%
2\\7 M‘ ‘ \‘ | m‘ 89 \‘ 117 i
0'W”'W”'W'”W'”W'”'P”'P”'P”'P'”P'“P'”I””I'”I””I””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
12.80 13.00 13.20 13.40
5000 m/z 51.00 25.29%
51 77 103
ol 15 27 39 63 89 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14535: 3-Phenyl-2-propyn-1-ol
131 12.80 13.00 13.20 13.40
m/z 104.10 20.49%
77 103
5000
51 115
nv | |
0||||||||||||||||l‘|||||l||||||ﬁ‘| I'H‘ : H\ - il‘n‘::l:‘li:lnn‘l:‘:nl:n:lnn

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\VU021220\
Data File : VU036750.D

Aca On : 12 Feb 2020 15:01

Operator : JC/MD

Sample : L1487-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA _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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.15 76.52 ug/L 162511000 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene 128 C10H8 000275-51-4 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 93
4 4-Phenvlbut-3-ene-1-vne 128 C10H8 1000222-12-0 76
5 Azulene 128 C10H8 000275-51-4 76
Abundance Scan 3984 (14.150 min): VU036750.D (-3952) (-) m/z 128.20 100.00%

128

E —

5000 51 102
3 13.80 14.00 14.20 14.40
0 1ol 145 160178 202 228 252 m/z 127.20 54.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11936: Azulene
128
5000 LA L L L L L LB L I
13.80 14.00 14.20 14.40
m/z 102.10 45 .98%
64 77 102
0..W?Z.u”wwﬂ.wq”.wk.” N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
128
e e
13.80 14.00 14.20 14.40
5000 m/z 129.20 45 _.95%

51 64 77 102

_:::Z:::v

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

Abundance #11938: Azulene  EEam L A RRam

128 13.80 14.00 14.20 14.40
m/z 51.10 43.20%

5000
1, 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021220\
Data File : VU036750.D

Aca On : 12 Feb 2020 15:01

Operator : JC/MD

Sample : L1487-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA _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 Benzo[b]thiophene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.26 1.99 ug/L 4233180 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene 134 C8H6S 000095-15-8 97
2 Benzolclthiophene 134 C8H6S 000270-82-6 97
3 Benzolblthiophene 134 C8H6S 000095-15-8 95
4 Benzolblthiophene 134 C8H6S 000095-15-8 95
5 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
Abundance Scan 4018 (14.259 min): VU036750.D (-4005) (-) m/z 134.05 100.00%
134
5000
89 A 00 1490 14140 1460
45 63 4 108 14.00 14.20 14.40 14.60
Olererrerrrrrrrrr byt b e 28 219l 145 sz 89.05  12.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15271: Benzo[b]thiophene
134
5000 A PR UL BN SUME
14.00 14.20 14.40 14.60
m/z 135.10 9.70%
o 13 27 37 45 54 63 14 H o8 108117
m/z--> 10 20 30 Jo éo 60 70 85 90 100 110 120 130 140 150
Abundance
134
14,00 14.20 14.40 14.60
5000 m/z 90.05 9.48%
89
o 45 54 63 74 108
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15270: Benzo[b]thiophene L
134 14.00 14.20 14.40 14.60
m/z 63.00 7.78%
5000
0 26 37 45 58 GM 75 H og 108 117 ‘
m/z--> 10 20 30 Jo éo éo 70 80 90 100 110 120 130 140 150 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021220\
Data File : VU036750.D

Aca On : 12 Feb 2020 15:01

Operator : JC/MD

Sample : L1487-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA _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 Naphthalene, 1-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.27 9.69 ug/L 20584700 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 96
4 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 93

Abundance Scan 4332 (15.269 min): VU036750.D (-4321) (-) m/z 142.10 100.00%
142
5000
115
63 15.00 15.20 15.40 15.60
39 51 74 89
o 102 ) 128 WMl 183 207 Tn/z 141.10 89.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142
5000 L S B BB IS
115 15.00 15.20 15.40 15.60
m/z 115.10 34 .65%
0 39 58 71 89 1020 | 126 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
142
15.00 15.20 15.40 15.60
5000 m/z 143.10 11.50%
115
27 39 51 63 74 89 10o | 126
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl- e R
142 15.00 15.20 15.40 15.60
m/z 139.10 11.17%
5000 115
27 39 51,93 74 8 100 | 126 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021220\
Data File : VU036750.D

Acq On : 12 Feb 2020 15:01

Operator : JC/MD

Sample - L1487-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .M
Quant Title : 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]
Benzene, 1,2,3-tr... 11.48 1.0 ug/L 2118650 3 11.83 10619400 5.0
Indane 12.11 5.0 ug/L 10619400 3 11.83 10619400 5.0
Indene 12.33 5.0 ug/L 10548100 3 11.83 10619400 5.0
Benzofuran, 7-met... 13.05 1.0 ug/L 2147530 3 11.83 10619400 5.0
Azulene 14.15 76.5 ug/L 162511000 3 11.83 10619400 5.0
Benzo[b]thiophene 14.26 2.0 ug/L 4233180 3 11.83 10619400 5.0
Naphthalene, 1-me... 15.27 9.7 ug/L 20584700 3 11.83 10619400 5.0
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