LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102620\
Data File : VU040956.D

Aca On : 26 Oct 2020 19:53

Operator : SY/MD

Sample : L4492-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 25 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\SOMUTR102620WMA .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 1.366 3 8 19 rVB 94079 91174 8.39% 2.693%
2 1.604 54 82 91 rBvV3 93840 279609 25.74% 8.259%
3 1.922 177 181 194 rVB 25137 33366 3.07% 0.986%
4 2.166 251 257 265 rVB3 12906 17059 1.57% 0.504%
5 2.581 372 386 396 rBV2 36380 59636 5.49% 1.762%

3.874 775 788 804 rBvV2 10892 26344 2.43% 0.778%
4.668 1018 1035 1082 rBV3 34242 152841 14.07% 4_.515%
1145 1164 1185 rBV 41202 89997 8.29% 2.658%
5.742 1349 1369 1394 rBV2 74014 198773 18.30% 5.872%
6.263 1517 1531 1548 rVB 70620 129875 11.96% 3.836%

=
QO ~NO®
9]
o
o0}
w

11 6.703 1655 1668 1684 rVB2 51620 98488 9.07% 2.909%
12 7.574 1928 1939 1953 rVB 22446 37787 3.48% 1.116%
13 7.906 2030 2042 2055 rBvV 74930 126811 11.68% 3.746%
14 8.185 2120 2129 2140 rBV2 14932 23438 2.16% 0.692%

15 8.558 2231 2245 2259 rBV 651176 1086153 100.00% 32.084%

16 8.642 2259 2271 2296 rVB 180572 337491 31.07% 9.969%
17 9.420 2501 2513 2527 rBV 105325 172309 15.86% 5.090%

18 10.754 2917 2928 2941 rVB 44913 70625 6.50% 2.086%

19 11.806 3242 3255 3268 rBvV 95596 148170 13.64% 4_.377%

20 12.057 3324 3333 3351 rBV3 6009 10982 1.01% 0.324%

21 12.188 3362 3374 3387 rBV 86682 135306 12.46% 3.997%

22 15.208 4303 4313 4326 rBV 22427 33476 3.08% 0.989%

23 15.397 4361 4372 4386 rBV 16700 25676 2.36% 0.758%
Sum of corrected areas: 3385386
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU102620\
Data File : VU040956.D

Aca On : 26 Oct 2020 19:53

Operator : SY/MD

Sample o L4492-14

Misc - 25.0mL/MSVOA U/WATER

ALS Vial :© 25 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M

TRACE VOA SOM01.0

TIC Library 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\VU102620\
Data File : VU040956.D

Aca On : 26 Oct 2020 19:53

Operator : SY/MD

Sample : L4492-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

1.37 3.51 ug/L 91174 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 3-Butenoic acid 86 C4H602 000625-38-7 83
3 2-Butenal. (E)- 70 C4H60 000123-73-9 78
4 Furan. 2.5-dihvdro- 70 C4H60 001708-29-8 74
5 Cyclopropanecarboxylic acid 86 C4H602 001759-53-1 64

Abundance Scan 9 (1.369 min): VU040956.D (-3) (-) m/z 41.10 100.00%
a1
5000 Js (F
3| 5 0 69 1.40 1.50 1.60 1.70 1.80
O T T T e m/z 39.05 81.10%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #57: Propene
4
5000 27
1.40 150 1.60 1.70 1.80
m/z 42.10 57.82%
3
1 119 [
e L Lty A A LA AR ALY LAY LS L) LR AR AR MR LA IS AR A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
39
1.40 150 1.60 1.70 1.80
5000 m/z 44.05 40.51%
45 58 86
0 29 53 63 %87,
LR L L) LA A AL A RALSN RALR) LAAL) KAL) SR LARLARALLA LALI RARL) LA L) LA LA L
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #529:2—Butena|,(E)— LI L L L L LN BB
41 70 1.40 150 1.60 1.70 1.80
m/z 43.10 39.90%
5000 21
3
| 31 5\0 5\5 66\ |
O T T T T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102620\
Data File : VU040956.D

Aca On : 26 Oct 2020 19:53

Operator : SY/MD

Sample : L4492-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 (DEL) Alkane: Cyclic2.17 Concentration Rank 6

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

2.17 0.66 ug/L 17059 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 91
2 Cvclopropane. ethvl- 70 C5H10 001191-96-4 86
3 1-Pentene 70 C5H10 000109-67-1 64
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 64
5 1-Pentene 70 C5H10 000109-67-1 64

Abundance Scan 258 (2.169 min): VU040956.D (-251) (-) m/z 42.05 100.00%
4
55
5000 39 70
| 51I 65 1.80 2.00 2.20 2.40 2.60
S 1 1 T S N FEN——— m/z 55.05 68.24%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #577: Cyclopropane, ethyl-
42
55
5000 39
27 70 1.80 2.00 2.20 2.40 2.60
m/z 39.05 48.10%
15 | 51| 62 67
O T T T T T
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
42
1.80 2.00 2.20 2.40 2.60
55 0
5000 - a9 m/z 41.05 47 .89%
70
15
0 2 12 24,31 36 48°1 | 6063 67
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #553: 1-Pentene
42 1.80 2.00 2.20 2.40 2.60
m/z 70.05 42 .54%
55
5000
27 39 70
o 1215 |,803336,| |||, 4851 | 6063 67
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102620\
Data File : VU040956.D

Aca On : 26 Oct 2020 19:53

Operator : SY/MD

Sample : L4492-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 Thiirane Concentration Rank 4

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

3.87 1.01 ug/L 26344 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiirane 60 C2H4S 000420-12-2 86
2 Thiirane 60 C2H4S 000420-12-2 78
3 Thiirane 60 C2H4S 000420-12-2 78
4 Hvdrazine. 1l.1-dimethvl- 60 C2H8N2 000057-14-7 45
5 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 9

Abundance Scan 787 (3.870 min): VU040956.D (-775) (-) m/z 60.00 100.00%
45 60
5000
PP 360 3.80 4.00 420
Obrrprrrr e e bbb e e | M/Z 59.00  84.54%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #271: Thiirane
45 60
5000 27 UREBE LRSS SRS UL S
3.60 3.80 4.00 4.20
m/z 45.00 82 .86%
34 5
o 1130, 3740 | 48 53 ||| 63
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
45
60 UREEE LRSS SRS UL S
27 3.60 3.80 4.00 4.20
5000 m/z 58.00 30.42%
14 34 57
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #269: Thiirane R R E maa
45 3.60 3.80 4.00 4.20
60 m/z 57.00 11.60%
5000 27
34
0 14 2411 1 e °
L R SR I I LA IR I IR I IR IR IR IR IREBE RSN SRR UL S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102620\
Data File : VU040956.D

Aca On : 26 Oct 2020 19:53

Operator : SY/MD

Sample : L4492-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 Naphthalene, 2-methyl- Concentration Rank 3

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

15.21 1.13 ug/L 33476 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 95
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 95
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 93

004453-90-1 93
002443-46-1 91

4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10

Abundance Scan 4314 (15.211 min): VU040956.D (-4303) (-) m/z 142.20 100.00%
142
5000
115
39 51 6|3 71 89 126 14.80 15.00 15.20 15.40 15.60
Obrperrr e et e e e m/z 141.20 85.70%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #19233: Naphthalene, 2-methyl-
142
5000 TT T T[T T T T[T TT 1 [T T T T TT
115 14.80 15.00 15.20 15.40 15.60
m/z 115.10 34.69%
oL 27 3 81 63 7Tlgg 8 0 | 16 ]|
R R e e R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
142
hI,‘IIIIIIIIIIIIIIIIIIII
14.80 15.00 15.20 15.40 15.60
5000 m/z 139.10 11.99%
115
oL 27 30 51 63 7lg5 8 g0 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19239: Naphthalene, 2-methyl- R B e R
142 14.80 15.00 15.20 15.40 15.60
m/z 143.10 9.20%
5000
115
o 39 51 63 7178 89 302 126 ||
e RS B e AR RRAR s R e R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102620\
Data File : VU040956.D

Aca On : 26 Oct 2020 19:53

Operator : SY/MD

Sample : L4492-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 Naphthalene, 1-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.40 0.87 ug/L 25676 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 91
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 90
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 90
4 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 90
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 90

Abundance Scan 4373 (15.400 min): VU040956.D (-4361) (-) m/z 141.20 100.00%
141
5000
115
o 5 63 74 8o 2r | 1500 15120 1540 15,60 15580
o} e LA e S m/z 142.20 96.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19237: Naphthalene, 2-methyl-
142
5000 RIS SRR UL LI B
15.00 15.20 15.40 15.60 15.80
115 m/z 115.10 36.11%
L 0 8e T 891 | 126
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
142
15.00 15.20 15.40 15.60 15.80
5000 115 m/z 143.10 12.70%
27 39 51 63 74 89 10p | 126
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19230: Benzocycloheptatriene s
141 15.00 15.20 15.40 15.60 15.80
m/z 139.10 10.69%
5000 115
oL 2/ P8P 80 | 120
mz-> 20 40 60 80 100 120 140 160 180 200 | | 15.00 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102620\
Data File : VU040956.D

Acq On : 26 Oct 2020 19:53

Operator : SY/MD

Sample : L4492-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
TRACE VOA SOMO01.0

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]
(DEL) Alkane: Str... 1.37 3.5 ug/L 91174 1 6.26 129875 5.0
(DEL) Alkane: Cyc... 2.17 0.7 ug/L 17059 1 6.26 129875 5.0
Thiirane 3.87 1.0 ug/L 26344 1 6.26 129875 5.0
Naphthalene, 2-me... 15.21 1.1 ug/L 33476 3 11.81 148170 5.0
Naphthalene, 1-me... 15.40 0.9 ug/L 25676 3 11.81 148170 5.0
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