Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

LSC Area Percent Report

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021920\
VU036853.D

19 Feb 2020 17:41

JC/MD

L1580-09

25._0mL/MSVOA U/WATER

16

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.1
0

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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 1.610 77 84 94 rBvV 75361 81171 2.31% 0.490%
2 1.928 175 183 193 rBvV 64824 81607 2.32% 0.492%
3 2.591 376 389 403 rVB 107170 173603 4.94% 1.047%
4 4.674 1022 1037 1059 rBvV 77485 185724 5.29% 1.120%
5 5.105 1153 1171 1194 rBV 87695 193208 5.50% 1.165%
6 5.764 1352 1376 1398 rBv2 197090 493062 14.04% 2.974%
7 6.282 1523 1537 1552 rBV 176070 331458 9.44% 1.999%
8 6.726 1661 1675 1692 rBV 120933 230951 6.57% 1.393%
9 7.594 1934 1945 1963 rBV2 62572 107718 3.07% 0.650%
10 7.925 2035 2048 2063 rBvY 247117 426761 12.15% 2.574%
11 8.205 2125 2135 2151 rBvV2 36344 61855 1.76% 0.373%
12 8.661 2264 2277 2306 rBvV 277145 480017 13.67% 2.896%
13 9.439 2506 2519 2541 rBV 244572 404140 11.51% 2.438%
14 10.777 2922 2935 2952 rVB 84816 136877 3.90% 0.826%
15 11.828 3248 3262 3275 rBvV 243935 395255 11.25% 2.384%
16 12.111 3338 3350 3360 rBvV 35228 54943 1.56% 0.331%
17 12.208 3367 3380 3398 rBvV 221612 356628 10.15% 2.151%
18 12.327 3404 3417 3429 rBvV 50712 81137 2.31% 0.489%
19 12.513 3435 3475 3476 rBvV5 29814 105388 3.00% 0.636%
20 14.118 3936 3974 4001 rBVY 2173007 3512665 100.00% 21.189%
21 14.240 4001 4012 4028 rVB 54517 91315 2.60% 0.551%
22 15.265 4319 4331 4349 rVB 1347308 2183035 62.15% 13.168%
23 15.381 4355 4367 4377 rBV 30416 51260 1.46% 0.309%
24 15.452 4377 4389 4409 rVB 657602 1090464 31.04% 6.578%
25 16.005 4543 4561 4573 rBV 407912 644974 18.36% 3.891%
26 16.198 4603 4621 4630 rBV 114643 197646 5.63% 1.192%
27 16.317 4645 4658 4680 rVB 222579 400126 11.39% 2.414%
28 16.465 4682 4704 4711 rBV 224227 397290 11.31% 2.397%
29 16.503 4711 4716 4728 rVB2 119939 182830 5.20% 1.103%
30 16.696 4758 4776 4796 rVB3 66958 160642 4_.57% 0.969%
31 16.844 4813 4822 4834 rVB2 34281 56023 1.59% 0.338%
32 16.944 4842 4853 4868 rBV2 98094 166759 4_.75% 1.006%
33 17.159 4905 4920 4939 rBVY 1304498 2271229 64.66% 13.700%
34 17.346 4968 4978 4989 rBV2 29296 56070 1.60% 0.338%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021920\
Data File : VU036853.D

Aca On : 19 Feb 2020 17:41

Operator : JC/MD

Sample : L1580-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 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\SOMUTR021220WMA .M
TRACE VOA SOMO1.0

35 17.481 5005 5020 5042 rBV 366242 734093 20.90% 4.428%

Sum of corrected areas: 16577924
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021920\
Data File : VU036853.D

Aca On : 19 Feb 2020 17:41

Operator : JC/MD

Sample : L1580-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: VU036853.D

1.61 1.93 2.59 4.67 5.11 /\ /\ /\

0
Time-->

T T T T T T T
1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.0

Abundance

2000000

1500000

1000000

500000

TIC: VU036853.D

7.92 8.66 9.44 11.83 1o

0
Time-->

I R | i
A 8}.\20 . | A . 1%1

L T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance

2000000

1500000

1000000

500000

15328 s Jles

TIC: VU036853.D

15.27 17.16

15.45

Time-->

T
14.00 14.50 15.00 15.50

T
13.50

T
12.50 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021920\
Data File : VU036853.D

Aca On : 19 Feb 2020 17:41

Operator : JC/MD

Sample : L1580-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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 Indane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.11 0.70 ug/L 54943 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 81
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 72
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 64
Abundance Scan 3350 (12.111 min): VU036853.D (-3338) (-) m/z 117.10 100.00%
117
5000
91 AT BN SN B
39 51 63 77 | 103 11.80 12.00 12.20 12.40
N M ST NS S 1/ m/z 118.10 53.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8951: Indane
5000 A P
11.80 12.00 12.20 12.40
m/z 115.10 33.79%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
11.80 12,00 12.20 12.40
5000 m/z 91.10 14 .60%
39 58 91
51
ot Tea 8o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8948: Indane
11.80 12.00 12.20 12.40
m/z 116.10 9.94Y%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021920\
Data File : VU036853.D

Aca On : 19 Feb 2020 17:41

Operator : JC/MD

Sample : L1580-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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 Indene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.33 1.03 ug/L 81137 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 CO9H8 000095-13-6 97
2 Indene 116 CO9H8 000095-13-6 97
3 Indene 116 CO9H8 000095-13-6 95
4 Benzene. 1-propvnvl- 116 C9OH8 000673-32-5 94
5 Benzene, l-propynyl- 116 C9HS8 000673-32-5 91
Abundance Scan 3418 (12.330 min): VU036853.D (-3404) (-) m/z 115.10 100.00%
116
5000
63 89 o T
39 51 | 74 12.00 12.20 12.40 12.60
o S | R A E— | m/z 116.10 96.23%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8407: Indene
116
5000
12.00 12.20 12.40 12.60
39 63 - m/z 63.00 13.89%
o B XS T e om0l
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
116
12.00 12.20 12.40 12.60
5000 m/z 89.10 10.79%
63
0 27 39 45 51 57 7480 29 98104110
miz--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8406: Indene
116 12.00 12.20 12.40 12.60
m/z 117.10 9.25%
5000
0 27 3 50 5P 7 T 110_
m/z--> 25 35 4b 55 éo 75 éo gb 160 1io 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021920\
Data File : VU036853.D

Aca On : 19 Feb 2020 17:41

Operator : JC/MD

Sample : L1580-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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 Benzo[c]thiophene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.24 1.16 ug/L 91315 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolclthiophene 134 C8H6S 000270-82-6 97
2 Benzolblthiophene 134 C8H6S 000095-15-8 97
3 Benzolblthiophene 134 C8H6S 000095-15-8 94
4 Benzolblthiophene 134 C8H6S 000095-15-8 94
5 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
Abundance Scan 4012 (14.240 min): VU036853.D (-4001) (-) m/z 134.05 100.00%
5000
s 635, 8 108 . ' 14.00 14.20 14.40 14.60
O‘ﬁﬁ#ﬁwﬁﬁﬁﬁh|”--|-”-|”n|”” m/z 89.10 13.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15269: Benzo[c]thiophene
134
5000 R SUMLE SRR B B
14.00 14.20 14.40 14.60
89 m/z 90.00 10.46%
0 45 ?3\\74 H 108 \‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
134
14.00 14.20 14.40 14.60
5000 m/z 135.10 9.97%
89
o 13 27 % 63 74 108119
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15270: Benzo[b]thiophene B L R
134 14.00 14.20 14.40 14.60
m/z 63.00 7.91%
5000
89
o 26 %578 10810 |
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021920\
Data File : VU036853.D

Aca On : 19 Feb 2020 17:41

Operator : JC/MD

Sample : L1580-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.27 27.62 ug/L 2183040 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
4 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 94
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
Abundance Scan 4332 (15.269 min): VU036853.D (-4319) (-) m/z 142.10 100.00%
142
5000
115
3g 51 63 71 89 15.00 15.20 15.40 15.60
Obr sy bttt 202l P01 LI Tm/z 141.10  88.86%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19233: Naphthalene, 2-methyl-
142
5000 L SRR DU UL B
115 15.00 15.20 15.40 15.60
m/z 115.05 31.91%
oL 27 39 81 O Tlgg 8 100 | 16 ]
m/z--> 20 30 Jo 50 60 70 80 §o 100 110 120 130 140 150
Abundance
142
15.00 15.20 15.40 15.:60
5000 m/z 143.05 11.24%
115
o 39 51 63 7173 89 qq 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19232: Naphthalene, 1-methyl- e R
142 15.00 15.20 15.40 15.60
m/z 139.10 10.67%
5000 115
oL 27 3 81 O Tlgg 8 100 | 12
m/z--> 20 30 Jo §0 60 70 80 50 100 110 120 130 150 150 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021920\
Data File : VU036853.D

Aca On : 19 Feb 2020 17:41

Operator : JC/MD

Sample : L1580-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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 Benzo[b]thiophene, 4-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.38 0.65 ug/L 51260 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 4-methvl- 148 C9HS8S 014315-11-8 91
2 3-Methvlbenzothiophene 148 C9HS8S 001455-18-1 91
3 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 91
4 3-Methvlbenzothiophene 148 C9HS8S 001455-18-1 91
5 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
Abundance Scan 4367 (15.381 min): VU036853.D (-4355) (-) m/z 147.05 100.00%
147
5000
5 678 go 103 121 o || 19001520 1540 1560
0,....',.'."..,‘"..'.'"'.',..'.'.,"...'.,I....,."..,....,....,.... m/z 148.10 82.22Y%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #23294: Benzo[b]thiophene, 4-methyl-
147
5000 LN U SR BRI
15.00 15.20 15.40 15.60
45 m/z 149.00 11.73%
T 8 me 10315 4y
O T T T T e T
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
148
15.00 15.20 15.40 15.60
5000 m/z 121.00 8.55%
45 69 115
o 58 79 8 ' 132
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #23298: Benzo[b]thiophene, 2-methyl- e  BARas R L
147 15.00 15.20 15.40 15.60
m/z 74.10 7.80%
5000
45 63 ‘7ﬁ gg 103 1}5 |
0 ....‘.‘.“..“...“.‘..‘..“....‘.....‘.............. R A W,V L V——
miz-> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021920\
Data File : VU036853.D

Aca On : 19 Feb 2020 17:41

Operator : JC/MD

Sample : L1580-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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 Naphthalene, l-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.20 2.50 ug/L 197646 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l1l-ethvl- 156 C12H12 001127-76-0 96
2 Naphthalene. 2-ethvl- 156 C12H12 000939-27-5 96
3 Naphthalene. 1-ethvl- 156 C12H12 001127-76-0 95
4 Naphthalene. 2-ethvl- 156 C12H12 000939-27-5 95
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 94
Abundance Scan 4622 (16.201 min): VU036853.D (-4603) (-) m/z 141.10 100.00%
141
5000 156
115
28
39 51 63 76 gg 1 15.80 16.00 16.20 16.40 16.60
o....,....,..--..-,'..'.!'-,..~..1,°.2..|:,.-'!-..'i..!'-'.',....,....,.29?. m/z 156.10  46.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28462: Naphthalene, 1-ethyl-
141
5000 136
15.80 16.00 16.20 16.40 16.60
115 m/z 115.10 23.30%
0 15 & 39 51 6\3 Z\G 89 102 ‘ 1ﬁ8 gl
A" A A A AT At MR AR S A R
Abundance
141
15.80 16.00 16.20 16.40 16.60
5000 156 m/z 142.10 12.38%
115
39 51 63 76 g9 15 128
S S S U I L WL B B B W
m/z--> 20 40 60 80 100 120 140 160 180 200 //
Abundance #28467: Naphthalene, l—ethyl— LI B LN L N B
141 15.80 16.00 16.20 16.40 16.60
m/z 128.05 11.60%
156
5000
115
oL 15 27 39 51 63 77 89 102 ‘ 128 1.
m/z--> 20 40 6|O 8|O 100 120 140 160 180 200 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021920\
Data File : VU036853.D

Aca On : 19 Feb 2020 17:41

Operator : JC/MD

Sample : L1580-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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 Naphthalene, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.32 5.06 ug/L 400126 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
4 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
Abundance Scan 4659 (16.320 min): VU036853.D (-4645) (-) m/z 156.20 100.00%
186
141
5000
77 115 128
39 51 63 89 102 16.00 16.20 16.40 16.60
o! oo | m/z 141.10  70.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28472: Naphthalene, 2,6-dimethyl-
156
141
5000
16.00 16.20 16.40 16.60
o 63 77 115 128 m/z 155.20 35.61%
||1|5| |2‘|7| |3‘|9| Iw\l : I“l ; |“H‘| I8|9I |1|0|2| I‘I | |“l‘| I‘I‘I \H\‘I B M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141
16.00 16.20 16.40 16.60
5000 m/z 115.05 15.44%
77 115
o 27 39 51 63 8o 102 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28474: Naphthalene, 1,7-dimethyl-
141 156 16.00 16.20 16.40 16.60
m/z 153.10 14 _.80%
5000
115
51 63 77 128
saR g | A
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021920\
Data File : VU036853.D

Aca On : 19 Feb 2020 17:41

Operator : JC/MD

Sample : L1580-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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 Naphthalene, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.46 5.03 ug/L 397290 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
3 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 98
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 98
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
Abundance Scan 4703 (16.462 min): VU036853.D (-4682) (-) m/z 156.20 100.00%
1411%6
5000
76 115
51 16.20 16.40 16.60 16.80
Obrrrprrd 2t 208 281 | "m/z 141.10 84.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28469: Naphthalene, 2,3-dimethyl-
141156
5000
16.20 16.40 16.60 16.80
115 m/z 155.20 30.16%
5
0 IIIII2I7”\|””I‘llwlwl\lllwl:!'lol:l'“‘llll” ”\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
141196
16.20 16.40 16.60 16.80
5000 m/z 115.05 20.19%
115
63 77
ol15 39 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28491: Naphthalene, 1,8-dimethyl-
6 16.20 16.40 16.60 16.80
m/z 153.10 15.73%
5000
of e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021920\
Data File : VU036853.D

Aca On : 19 Feb 2020 17:41

Operator : JC/MD

Sample : L1580-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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 14 Naphthalene, 1,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.50 2.31 ug/L 182830 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 98
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
4 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 98
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
Abundance Scan 4715 (16.500 min): VU036853.D (-4711) (-) m/z 156.20 100.00%
186
141
5000
s 51 63 1 ., 115 18 16.20 16.40 16.60 16.80
o m/z 141.10 69 .84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28503: Naphthalene, 1,5-dimethyl-
141 156
5000
16.20 16.40 16.60 16.80
76 115 g m/z 155.20 34_.07%
15 27 39 % | 8 102 | ] ‘M\
m/z--> 10 20 35 Jo 50 eb 75 80 do 100 110 120 130 140 150 160
Abundance
156
141
16.20 16.40 16.60 16.80
5000 m/z 153.10 17.11%
77 115 128
15 27 39 51 83 89 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28474: Naphthalene, 1,7-dimethyl- T A : Loy e
141 156 16.20 16.40 16.60 16.80
m/z 77.00 15.65%
5000
115
63 77 128
s S e 2 Ll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021920\
Data File : VU036853.D

Aca On : 19 Feb 2020 17:41

Operator : JC/MD

Sample : L1580-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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 Naphthalene, 1,2-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.84 0.71 ug/L 56023 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 96
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
Abundance Scan 4821 (16.841 min): VU036853.D (-4813) (-) m/z 141.10 100.00%
141
156
5000
77 115
39 63 16.60 16.80 17.00 17.20
ol 2 2 261 w/z 156.10  72.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28487: Naphthalene, 1,2-dimethyl-
141156
5000
16.60 16.80 17.00 17.20
115 m/z 115.00 21.47%
76
0...,?7”,.?&.ﬂ..ﬂ,.?f,....,du.”.u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
141156
16.60 16.80 17.00 17.20
5000 m/z 155.10 16.02%
76 115
oL 2 51 01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28486: Naphthalene, 2,3-dimethyl-
156 16.60 16.80 17.00 17.20
141 m/z 128.10 15.24%
5000
115
0 27 5\1 I 7? 91 i \‘ M‘
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021920\
Data File : VU036853.D

Aca On : 19 Feb 2020 17:41

Operator : JC/MD

Sample : L1580-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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 Biphenylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.94 2.11 ug/L 166759 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvlene 152 C12H8 000259-79-0 78
2 Biphenvlene 152 C12H8 000259-79-0 60
3 Acenaphthylene 152 C12H8 000208-96-8 60
4 (6Balpha.7beta.llalpha.llaalpha)... 334 C25H180 1000241-69-8 50
5 1-acenaphthenol, trifluoroacetat... 266 C14H9F302 1000376-45-2 49
Abundance Scan 4852 (16.941 min): VU036853.D (-4842) (-) m/z 152.05 100.00%
2

5000

16.60 16.80 17.00 17.20

87 98 115126 139

193 207

0 m/z 168.10 52.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25454: Biphenylene
152
5000

16.60 16.80 17.00 17.20
m/z 167.20  33.15%

76
2839 50 83 " 879843 126

oV RN M NN S SR | .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
152
16.60 16.80 17.00 17.20
5000 m/z 151.10 20.14%
63 /6 126
o 27 39 50 87 98 111 137
B B AL e B A W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25458: Acenaphthylene e e
152 16.60 16.80 17.00 17.20
m/z 153.10 19.34%
5000
63 76
14 27 39 51 63 " g7 98 111 126 Il
L e e B B o L e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021920\
Data File : VU036853.D

Aca On : 19 Feb 2020 17:41

Operator : JC/MD

Sample : L1580-09

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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 19 1-Isopropenylnaphthalene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.35 0.71 ug/L 56070 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropenvlnaphthalene 168 C13H12 001855-47-6 83
2 Benzene. I1-(2.4-cvclopentadien-... 168 C13H12 002320-32-3 56
3 2-Fluoro-4-methoxvacetophenone 168 C9H9IFO02 074457-86-6 52
4 2.4(1H.3H)-Pvrimidinedione. 5-(1... 168 C8H12N202 017432-97-2 50
5 Ethanone, 1-(2,3,4-trihydroxyphe... 168 C8H804 000528-21-2 50
Abundance Scan 4979 (17.349 min): VU036853.D (-4968) (-) m/z 153.10 100.00%
133
5000 168
—_— e e
63 76 139 184 17.00 17.20 17.40
o 39 50 87 103115127 208 77 16815 3898}
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36895: 1-1sopropenylnaphthalene
153
168
5000 LI UL UL B
17.00 1720 17.40
m/z 152.10 35.77%
ol 27 %8 % 1 0al 12613 | |
s % & s b 3o 1o i 1% o
Abundance
17.00 17.20 17.40
5000 m/z 165.10 17.87%
. 101 M4 108 141
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #37451: 2-Fluoro-4-methoxyacetophenone
153 17.00 17.20 17.40
m/z 154.10 12.87%
5000
110 168
95
o 15 31 4? 63 8 7 1" 15138 |
m/z--> 20 40 60 éo 100 120 140 160 180 200 17.00 17.20 17.40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021920\
Data File : VU036853.D

Acq On : 19 Feb 2020 17:41

Operator : JC/MD

Sample - L1580-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021220WMA .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]
Indane 12.11 0.7 ug/L 54943 3 11.83 395255 5.0
Indene 12.33 1.0 ug/L 81137 3 11.83 395255 5.0
Benzo[c]thiophene 14.24 1.2 ug/L 91315 3 11.83 395255 5.0
Naphthalene, 1-me... 15.27 27.6 ug/L 2183040 3 11.83 395255 5.0
Benzo[b]thiophene... 15.38 0.7 ug/L 51260 3 11.83 395255 5.0
Naphthalene, 1-et... 16.20 2.5 ug/L 197646 3 11.83 395255 5.0
Naphthalene, 2,6-... 16.32 5.1 ug/L 400126 3 11.83 395255 5.0
Naphthalene, 2,3-... 16.46 5.0 ug/L 397290 3 11.83 395255 5.0
Naphthalene, 1,5-... 16.50 2.3 ug/L 182830 3 11.83 395255 5.0
Naphthalene, 1,2-... 16.84 0.7 ug/L 56023 3 11.83 395255 5.0
Biphenylene 16.94 2.1 ug/L 166759 3 11.83 395255 5.0
1-Isopropenylnaph... 17.35 0.7 ug/L 56070 3 11.83 395255 5.0
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