LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA V\DATA\VV050718\
Data File : VV005831.D

Aca On : 07 May 2018 21:39

Operator : SY/MD

Sample : J2636-16

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 1 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 = W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA.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 1.032 27 44 67 rBv 802075 1012779 20.55% 6.657%
2 1.321 125 134 153 rVB 137689 155425 3.15% 1.022%
3 1.585 208 216 228 rBV 117316 138957 2.82% 0.913%
4 2.135 377 387 401 rBV 259647 370260 7.51% 2.434%
5 3.967 934 957 999 rBV2 92212 360808 7.32% 2.372%
6 4.411 1077 1095 1123 rBv2 153115 421298 8.55% 2.769%
7 5.102 1293 1310 1338 rBv2 389913 947902 19.24% 6.231%
8 5.671 1473 1487 1506 rBV 294160 596343 12.10% 3.920%
9 6.128 1608 1629 1648 rBV 209024 440247 8.93% 2.894%
10 7.038 1898 1912 1927 rBvV2 97496 183339 3.72% 1.205%

11 7.366 2000 2014 2027 rBV 393063 707559 14 .36% 4.651%
12 7.671 2096 2109 2129 rBV2 62381 109910 2.23% 0.722%
13 8.147 2240 2257 2300 rBV3 396139 992635 20.14% 6.525%
14 8.903 2477 2492 2519 rBvV 443328 782141 15.87% 5.141%
15 9.186 2567 2580 2600 rBV2 56761 103508 2.10% 0.680%

16 9.594 2695 2707 2723 rBV3 29551 58095 1.18% 0.382%
17 10.269 2904 2917 2937 rBV2 141747 235300 4.77% 1.547%
18 10.964 3122 3133 3146 rBV2 38656 61435 1.25% 0.404%

19 11.301 3226 3238 3257 rBV 443345 720077 14.61% 4_.733%
20 11.581 3312 3325 3343 rBV 310436 506243 10.27% 3.328%

21 11.678 3343 3355 3380 rVB 473496 765039 15.52% 5.029%
22 11.800 3380 3393 3410 rBV 132252 214185 4 _35% 1.408%
23 12.520 3605 3617 3627 rBV3 36126 67729 1.37% 0.445%
24 13.559 3923 3940 3961 rBV 3268489 4927868 100.00% 32.392%
25 13.677 3965 3977 3990 rBV 95651 155648 3.16% 1.023%

26 14.690 4281 4292 4307 rVB2 64139 102420 2.08% 0.673%
27 14.877 4338 4350 4363 rBV2 46903 76281 1.55% 0.501%

Sum of corrected areas: 15213431
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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

W:\HPCHEM1\MSVOA V\DATA\VV050718\
VV005831.D

07 May 2018 21:39

SY/MD

J2636-16

25.0 mL/MSVOA V/WATER

1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA V\DATA\VV050718\
Data File : VV005831.D

Aca On : 07 May 2018 21:39

Operator : SY/MD

Sample : J2636-16

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA_M
TRACE VOA SOM01.0

Quant Method
Quant Title

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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.58 3.52 ug/L 506243 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 70
3 7-Methvlenecvcloocta-1.3.5-triene 118 C9H10 002570-13-0 64
4 Benzene. (2-bromocvclopropvl)- 196 C9H9Br 036617-02-4 59
5 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 59
Abundance Scan 3325 (11.581 min): VV005831.D (-3312) (-) m/z 117.10 100.00%
117
5000
39 5 68 77 o 103 1120 11,40 11,60 1180
..,....,....,....',....;l...!,:'.l.?,o...-:,.f.“‘?.',....,.-..1.1,9.1.',...., m/z 118.10 54.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8951: Indane
117
5000 AN RS RRAR RARES
11.20 11.40 11.60 11.80
m/z 115.00 44 _47%
15 27 g8 B 77 85‘\ 103110 |
mz-> 10 % % 40 50 6 70 8 90 100 110 130
Abundance
117
11.20 11.40 11.60 11.80
5000 m/z 116.00 17.07%
91
27 P50 P65 77 g 103 110
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 |
Abundance #8979: 7-Methylenecycloocta-1,3,5-triene
117 11.20 11.40 11.60 11.80
m/z 91.00 16.90%
5000
91
39 78
51 103
33 i 45 “\\ \ \ ‘ 71 ‘ 85 ‘\\ “ I |
m/z--> 10 20 30 4'0 50 60 70 8|O 90 100 110 120 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA V\DATA\VV050718\
Data File : VV005831.D

Aca On : 07 May 2018 21:39

Operator : SY/MD

Sample : J2636-16

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA_M
TRACE VOA SOM01.0

Quant Method
Quant Title

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 Indene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.80 1.49 ug/L 214185 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 94
2 Indene 116 C9H8 000095-13-6 94
3 3-Methvlphenvlacetvlene 116 CO9H8 000766-82-5 94
4 Indene 116 C9H8 000095-13-6 94
5 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 94
Abundance Scan 3393 (11.800 min): VV005831.D (-3380) (-) m/z 114.95 100.00%
116
5000
39 50 O o 8|9 o5 150 11.40 11.60 11.80 12.00 12.20
S MM MMM N A~ AN NS S m/z 116.00 94.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8408: Indene
116
5000
11.40 11.60 11.80 12.00 12.20
m/z 63.00 15.04%
i T %8106 |
m/z--> 15 ﬁo 35 Jo 55 eb fo 85 do 100 110 120 130 150 1éo '
Abundance
116
11.40 11.60 11.80 12.00 12.20
5000 m/z 89.00 14 .14%
07 39 s0 8 44 8
Wmmmmmﬁwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 \
Abundance #8415: 3-Methylphenylacetylene maa e AR Rama
115 11.40 11.60 11.80 12.00 12.20
m/z 117.10 9.22%
5000
63 89
15 27 39 50 "7 74 Co101 || \
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 100 ﬁo 12'0 150 14'10 1&'30 ' 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA V\DATA\VV050718\
Data File : VV005831.D

Aca On : 07 May 2018 21:39

Operator : SY/MD

Sample : J2636-16

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA_M
TRACE VOA SOM01.0

Quant Method
Quant Title

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 6
R.T. EstConc Area Relative to ISTD R.T.
13.68 1.08 ug/L 155648 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene 134 C8H6S 000095-15-8 94
2 Benzolclthiophene 134 C8H6S 000270-82-6 94
3 Benzolblthiophene 134 C8H6S 000095-15-8 91
4 Benzolblthiophene 134 C8H6S 000095-15-8 91
5 3-(2"-Methyl benzenaminomethyl),... 324 C18H16N202S 312926-67-3 78
Abundance Scan 3978 (13.681 min): VV005831.D (-3965) (-) m/z 134.00 100.00%
5000
5 6374 O 108 . 1340 13,60 13.80 14.00
S M NSRS 1 SRS PUNSTU NS MMM MMM S U m/z 89.00 13.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15271: Benzo[b]thiophene
134
5000 U AR NN SUNRN SR
13.40 13.60 13.80 14.00
89 m/z 135.00 10.10%
127 %5 P74 | 1%y |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
134
1340 13,60 13.80 14.00
5000 m/z 90.00 8.41%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15270: Benzo[b]thiophene R E RS ERmaa nnrs
134 13.40 13.60 13.80 14.00
m/z 63.00 7.76%
5000
67 89
o Peeil 78 | Mue )
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA V\DATA\VV050718\
Data File : VV005831.D

Aca On : 07 May 2018 21:39

Operator : SY/MD

Sample : J2636-16

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

W:\HPCHEM1\MSVOA V\METHOD\SOMVTRO50518WMA_M
TRACE VOA SOM01.0

Quant Method
Quant Title

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 7
R.T. EstConc Area Relative to ISTD R.T.

14.69 0.71 ug/L 102420 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
4 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
5 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 95

Abundance Scan 4292 (14.690 min): VV005831.D (-4281) (-) m/z 142.10 100.00%

2

5000
115

14.40 14.60 14.80 15.00

63
39 50 74 89 100

2%~ m/z 141.10  88.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19234: Naphthalene, 1-methyl-
142
5000 LA IL L L L B L L B BB
14.40 14.60 14.80 15.00
- 115 m/z 115.00 36.01%
27 39 51 | 8 102 | 126 |
e T L B i i o o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142
R R R e s e R
14.40 14.60 14.80 15.00
5000 115 m/z 139.00 13.24%

27 39 51 63 74 89 19p | 126

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl- R e
142 14.40 14.60 14.80 15.00

m/z 143.00 12.41%

5000
115

39 58 7189 102 126 |
R L R A

m/z--> 20 40 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_V\DATA\VV050718\
Data File : VV005831.D

Acq On : 07 May 2018 21:39

Operator : SY/MD

Sample - J2636-16

Misc : 25.0 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50518WMA _M
TRACE VOA SOMO01.0

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 11.58 3.5 ug/L 506243 3 11.30 720077 5.0
Indene 11.80 1.5 ug/L 214185 3 11.30 720077 5.0
Benzo[b]thiophene 13.68 1.1 ug/L 155648 3 11.30 720077 5.0
Naphthalene, 1-me... 14.69 0.7 ug/L 102420 3 11.30 720077 5.0
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