LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018813.D

Aca On : 07 Oct 2020 15:35

Operator : JC/SP

Sample : L4240-02DL 20X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 5 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 X\METHOD\SOMXTR100220WMA .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 2.337 200 205 217 rVB 109886 189743 1.46% 0.434%
2 2.825 275 285 286 rBV 275553 470919 3.61% 1.077%
3 2.867 286 292 303 rVB 1977777 4034945 30.96% 9.227%
4 3.148 328 338 356 rBVY 3084381 6829325 52.40% 15.618%
5 3.501 384 396 412 rBVY 5757478 13032949 100.00% 29.805%

4_.111 487 496 502 rBvV2 87117 270038 2.07% 0.618%
4.276 513 523 528 rBV3 53523 156083 1.20% 0.357%
rvv. 3064409 8763935 67.24% 20.042%
4_.550 5563 568 580 rvv3 46965 203053 1.56% 0.464%
5.135 652 664 675 rBvV 76872 239360 1.84% 0.547%
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w
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w

11 5.544 719 731 745 rVB 268477 811467 6.23% 1.856%
12 6.037 801 812 825 rBVv3 171690 503665 3.86% 1.152%
13 6.830 931 942 951 rBV 132403 317645 2.44% 0.726%
14 7.366 1019 1030 1039 rBV 107832 242269 1.86% 0.554%
15 8.695 1241 1248 1253 rBV 243881 376391 2.89% 0.861%

16 8.763 1253 1259 1271 rVB 436473 654263 5.02% 1.496%
17 9.427 1362 1368 1378 rBV 368810 511557 3.93% 1.170%
18 10.092 1471 1477 1487 rBV 274826 393087 3.02% 0.899%
19 10.342 1512 1518 1523 rBV 228580 307362 2.36% 0.703%
20 11.232 1658 1664 1673 rBV 116833 155977 1.20% 0.357%

21 11.341 1676 1682 1688 rBV 136271 167418 1.28% 0.383%
22 11.421 1689 1695 1702 rBV 497085 906041 6.95% 2.072%
23 11.488 1702 1706 1713 rVB 284999 348710 2.68% 0.797%
24 11.610 1721 1726 1729 rBV 118492 145110 1.11% 0.332%
25 11.652 1729 1733 1742 rVB 202113 248176 1.90% 0.568%

26 11.792 1750 1756 1765 rVB 831822 981726 7.53% 2.245%
27 12.061 1795 1800 1807 rBV2 338606 500336 3.84% 1.144%
28 12.128 1807 1811 1817 rVB 161599 200330 1.54% 0.458%
29 12.359 1844 1849 1858 rVB 367381 525556 4._.03% 1.202%
30 13.628 2051 2057 2068 rBV 792447 955495 7.33% 2.185%

31 13.999 2113 2118 2124 rVB 222715 284558 2.18% 0.651%

Sum of corrected areas: 43727489
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
VX018813.D

07 Oct 2020 15:35

JC/SP

L4240-02DL 20X

25.0mL/MSVOA X/WATER

5 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

C:\DATABASENNIST11.L
LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: VX018813.D
3150

3.15 4.37

2.87

2.

2.34 4114 8\ 4.55

5.54 6.04

5.14 /\

0
Time-->

1.20 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 600 620

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: VX018813.D

10.09 10.34
N

Time-->

——
9.00

T N
10.00 10.50

Abundance

5000000

4000000

3000000

2000000

1000000

11.79

|

TIC: VX018813.D

13.63
A 14.00
T T T A T

1%%5313 12.36
T ’J\ T

Time-->

T T L —— T T
12.00 12.50 13.00 13.50 14.00 14.50 15.00

L —T— ™
15.50 16.00 16.50

SOMXTR100220WMA .M Mon Oct

12 13:47:51 2020
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Data Path Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File VX018813.D
Aca On 07 Oct 2020 15:35

Operator ; JC/SP

Library Search Compound Report

Sample L4240-02DL 20X
Misc 25.0mL/MSVOA X/WATER
ALS Vial 5 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M

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 7

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

2.82 7.41 ug/L 470919 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 90
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 90
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 72
4 Tetrahvdrofuran 72 C4H80 000109-99-9 36
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 14

Abundance Scan 284 (2.818 min): VX018813.D (-275) (-) m/z 42.95 100.00%
43
5000
71
86 240 260 2.80 3.00 3.20
| I— -..527,..-|..,.~'...1,9‘.‘.. e A2k, m/z 42.00 83.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1830: Butane, 2,3-dimethyl-
42
5000 R RN UL UL I
71 240 260 2.80 3.00 3.20
27 ‘ m/z 41.00 44 _93%
86
0 "'I"""‘ IlﬁlellllI""'I""I""I""IIIII RN A S B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
240 2.60 2.80 3.00 3.20
5000 m/z 71.10 27 .14%
71
27
. 57 86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1832: Butane, 2,3—dimethy|— TT T T T T T T { T T T[T T I T [TT
43 240 260 2.80 3.00 3.20
m/z 39.10 22 .60%
5000
27 71
0 h 7 ‘ 86
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 240 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018813.D

Aca On : 07 Oct 2020 15:35

Operator : JC/SP

Sample : L4240-02DL 20X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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: Straight-Chai... Concentration Rank 4

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

2.87 63.51 ug/L 4034950 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 90
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 46
4 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 40
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 37

Abundance Scan 292 (2.867 min): VX018813.D (-286) (-) m/z 43.10 100.00%
a3
5000 71
S 260 280 300 320
86 : : : :
0 .,....,....|i L 8 102 33183 207 o0 47, 18%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1825: Pentane, 2-methyl-
43
5000 RSN RS R R R
27 71 2.60 2.80 3.00 3.20
m/z 71.10 44 _90%
15 57
0 2 | “\‘ ‘\ " M‘ I 86
U L SURELIL SURBUILS SURELIUS SO BRI B LI DL S B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
260 280 300 320
5000 m/z 41.00 41 _.69%
27 71
, 15 57 86
G B U UL S UL B B B B WA W
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1828: Butane, 2,3-dimethyl- B R A
43 2.60 2.80 3.00 3.20
m/z 39.00 21.00%
5000
71
27 55
86
0 w"}a'b'w*'Nw'"w'“'w"'w"'w"'w"'w"'w"" ERSN RS A R R
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018813.D

Aca On : 07 Oct 2020 15:35

Operator : JC/SP

Sample : L4240-02DL 20X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

3.15 107.50 ug/L 6829330 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64

Abundance Scan 338 (3.148 min): VX018813.D (-328) (-) m/z 57.05 100.00%

g7
41
5000

71 gg 2.80 300 320 3.40
0 e 2200 "m/z 56.10  83.58%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000 LI L L L L L L L L L

2.80 3.00 3.20 3.40
m/z 40.95 67.12%

o 1 15 7‘1 86
- IIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIII
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57
a1 2.80 3.00 3.20 3.40
5000 29 m/z 43.10 23.70%
15 71 g6
O~ T e T e T T e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1827: Pentane, 3-methyl-
5 2.80 3.00 3.20 3.40
m/z 39.00 19.07%
29 41
5000
> 15 7186
0 T e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018813.D

Aca On : 07 Oct 2020 15:35

Operator : JC/SP

Sample : L4240-02DL 20X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

3.50 205.15 ug/L 13032900 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 64
3 n-Hexane 86 C6H14 000110-54-3 59
4 Butanal. 2-methvl- 86 C5H100 000096-17-3 43
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 43

Abundance Scan 396 (3.501 min): VX018813.D (-384) (-) m/z 57.10 100.00%
57
41
5000 /\
86 lllllllllllllll|llll
n | 105 156 191 207 3.20 340 360 3.0

o} I e T T A i e m/z 41.00 77.02%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1821: n-Hexane

—

57

5000 TTTy T I T[T [frrrr[rrrm)
3.20 3.40 3.60 3.80
29 ‘ 86 m/z 43.10 62.87%
71
0 15 H ‘\ Al l
B N LA o o o o O o I o N M
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIIIII
29 3.20 3.40 3.60 3.80
5000 m/z 56.05 52.44%
86
, 15 n
R T o S s S s s e RETR,
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1820: n-Hexane A R L R Raamy
43 57 3.20 3.40 3.60 3.80

m/z 42.05 32.31%

5000

o
N
©

| JAN

86
2 15
T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018813.D

Aca On : 07 Oct 2020 15:35

Operator : JC/SP

Sample : L4240-02DL 20X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

4.11 4.25 ug/L 270038 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 78
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 78
3 Butanoic acid. 2-methvl-. 2-meth... 158 C9H1802 002445-67-2 78
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 78
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 78

Abundance Scan 496 (4.111 min): VX018813.D (-487) (-) m/z 57.05 100.00%
g7
43
AU SARDE SRR SRR AR
69 3.80 4.00 4.20 4.40
o el 840 2% m/z 43.10 53.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7640: Hexane, 2,4-dimethyl-
43
57
5000 "'I""I'4C\7 T T
85 3.80 4.00 4.20 4.40
29 - m/z 85.10 48.42%
0~ |'U"‘“""“|"m AR ??"¥1ﬁ|" L DAL DAL S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 380 4.00 420 4.40
5000 85 m/z 41.00 46.61%
29
69 100
G L U S S WL L L WL B W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30339: Butanoic acid, 2-methyl-, 2-methylpropyl ester
57 3.80 4.00 4.20 4.40
m/z 56.00 41.14%
85
29 103
\‘ LIl 1IN I 115 13\0
L U S S WL L L L S L IR SR SRR N AR
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018813.D

Aca On : 07 Oct 2020 15:35

Operator : JC/SP

Sample : L4240-02DL 20X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 11

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

4.28 2.46 ug/L 156083 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 83
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 74
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 72
4 Hexane. 2-methvl- 100 C7H16 000591-76-4 72
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59

Abundance Scan 524 (4.282 min): VX018813.D (-513) (-) m/z 43.00 100.00%
43 g7
5000 J/\/\\
8 "'w/?ﬁ"'w"“ T
4.00 4.20 4.40 4.60
Ol el SO L 100 117 34 472 207 | “nzy 57.10  84.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3989: Pentane, 2,4-dimethyl-
43
57
5000
4.00 4.20 4.40 4.60
29 85 m/z 41.00 53.72%
ol 15 | “‘ | 69 \ 100
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
4.00 4.20 4.40 4.60
5000 85 m/z 56.10 50.38%
29
15 69 100
L L L U S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3983: Pentane, 2,4-dimethyl- s B e A
43 4.00 4.20 4.40 4.60
57 m/z 42.00 29.93%
5000
27 85
L1 ] | e | 100
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018813.D

Aca On : 07 Oct 2020 15:35

Operator : JC/SP

Sample : L4240-02DL 20X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 (DEL) Alkane: Cyclic4.37 Concentration Rank 2

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

4.37 137.95 ug/L 8763940 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 56

Abundance Scan 538 (4.367 min): VX018813.D (-528) (-) m/z 56.05 100.00%
56
41
5000
“o e A0 420 k0 450 45
o} m/z 41.00 53.85%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1494: Cyclopentane, methyl-
56
41
5000
4.00 4.20 4.40 4.60 4.80
a1 m/z 69.05 43.65%
o 2
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
41 400 4.20 4.40 4.60 4.80
5000 m/z 55.00 26 .09%
84
15
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1329: 1H-Tetrazole, 5—methy|— LI LI L L L B L N B
56 4.00 420 4.40 4.60 4.80
21 m/z 39.00 25.82%
5000
84
0‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018813.D

Aca On : 07 Oct 2020 15:35

Operator : JC/SP

Sample : L4240-02DL 20X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 Benzene, propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.34 1.67 ug/L 167418 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 90
2 Benzene. propvl- 120 C9H12 000103-65-1 87
3 Benzene. propvl- 120 C9H12 000103-65-1 83
4 n-Butvlbenzvlamine 163 C11H17N 002403-22-7 72
5 1,2-Ethanediamine, N,N"-bis(phen... 240 C16H20N2 000140-28-3 72
Abundance Scan 1682 (11.341 min): VX018813.D (-1676) (-) m/z 91.10 100.00%
o
5000
120
65
39 105 11.00 11.20 11.40 11.60
o SN AN O M) i VNS S/ (S—L: m/z 120.10  24.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
9
5000
11.00 11.20 11.40 11.60
65 120 m/z 64.95 11.09%
39 | 105
0'}ﬁ““ﬁ'ﬂ'ﬁ'Jl“Ll“'w'“'w“'w'“ A SRS SRS BARAS BARAN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
11.00 11.20 11.40 11.60
5000 m/z 92.10 10.78%
120
39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
il 11.00 11.20 11.40 11.60
m/z 78.10 T7.47%
5000
120
0 15 3\9 L 6\5 | ‘ 195
miz> 20 40 60 80 100 120 140 160 180 200 230 240 260 280 11.00 11.20 11.40 11.60

SOMXTR100220WMA .M Mon Oct 12 13:47:59 2020 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018813.D

Aca On : 07 Oct 2020 15:35

Operator : JC/SP

Sample : L4240-02DL 20X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 9 Benzene, l-ethyl-3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.42 9.05 ug/L 906041 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 97
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 1695 (11.421 min): VX018813.D (-1689) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 63 11.20 11.40 11.60 11.80
M W T Y AN (o7 S .- m/z 120.10 32.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 11.20 11.40 11.60 11.80
77 91 m/z 91.00 13.72%
0.”?.”ﬁﬁ.m?ﬁ.ﬂ.ﬂ.mh.“.”,”.w.”..”...” S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.00 12.00%
120
oL15 39 63 i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 11.20 11.40 11.60 11.80
m/z 103.00 8.75%
5000
120
39 77 91
0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80

SOMXTR100220WMA .M Mon Oct 12 13:48:00 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018813.D

Aca On : 07 Oct 2020 15:35

Operator : JC/SP

Sample : L4240-02DL 20X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 10 Mesitylene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.49 3.48 ug/L 348710 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 97
2 Mesitvlene 120 C9H12 000108-67-8 97
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94

Abundance Scan 1706 (11.488 min): VX018813.D (-1702) (-) m/z 105.05 100.00%
5
5000 120
77 o1 HEALARSA SRR UNR A B
39 51 63 11.20 11.40 11.60 11.80
0 A 216 m/z 120.10 48.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9399: Mesitylene
105
120
5000
11.20 11.40 11.60 11.80
. m/z 76.95 13.95%
15 27 3\? 5L e ) 9\1 Lol
m/z--> 20 40 eb 80 160 120 140 160 180 200 220
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.05 12 .35%
27 39 51 g5 /7 91
- e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 11.20 11.40 11.60 11.80
m/z 91.10 10.81%
120
5000
77
15 27 3\? 51 65 L 9\1 Al \
m/z--> 20 40 65 80 100 150 140 160 180 200 220 11.20 11.40 11.60 11.80

SOMXTR100220WMA .M Mon Oct 12 13:48:01 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018813.D

Aca On : 07 Oct 2020 15:35

Operator : JC/SP

Sample : L4240-02DL 20X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 4-Heptanone, 2,6-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.61 1.45 ug/L 145110 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 94
2 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 83
3 t-Butvl isobutvl ketone 142 C9H180 014705-50-1 50
4 2(3H)-Furanone. dihvdro-5-propvl- 128 C7H1202 000105-21-5 47
5 5-Nonanone 142 C9H180 000502-56-7 45
Abundance Scan 1726 (11.610 min): VX018813.D (-1721) (-) m/z 57.00 100.00%
57
5000 a1
mmz 11.20 11.40 11.60 11.80 12.00
100 : : : : :
0 .,....,....Ii"...' SO (T BN A NN . AN RN, m/z 85.10 92.08%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57
85
5000 LRI BRI BRI SURILA B
41 11.20 11.40 11.60 11.80 12.00
m/z 40.95 38.35%
0 T ooygter \
m/z--> 0 20 40 eb 80 100 120 140 160 180 200 220 240
Abundance
57 85
11.20 11.40 11.60 11.80 12.00
5000 41 m/z 57.95 25.68%
27
o2 71 100114127 142
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19992: t-Butyl isobutyl ketone
57 11.20 11.40 11.60 11.80 12.00
m/z 142_.10 17.54%
85
5000 41
2 142
0 3 | ) 4 71 | 100 127
m/z--> 0 20 40 60 85 100 120 140 160 180 200 220 240 11,20 11.40 11.60 11.80 12.00

SOMXTR100220WMA .M Mon Oct 12 13:48:02 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018813.D

Aca On : 07 Oct 2020 15:35

Operator : JC/SP

Sample : L4240-02DL 20X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 Benzene, l-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.65 2.48 ug/L 248176 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 93
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1733 (3)1.652 min): VX018813.D (-1729) (-) m/z 105.00 100.00%
105
5000
120
77 91
39 63 11.40 11.60 11.80 12.00
Ol bbbttt 8L 207253 281 Tn777120.10  33.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.40 11.60 11.80 12.00
m/z 91.05 12.82%
39 779
s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
11.40 11.60 11.80 12.00
5000 m/z 77.00 12.77%
120
15 3 63

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9429: Benzene, 1-ethyl-4-methyl-

11.40 11.60 11.80 12.00
m/z 106.10 10.01%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00

SOMXTR100220WMA .M Mon Oct 12 13:48:03 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100720\
Data File : VX018813.D

Aca On : 07 Oct 2020 15:35

Operator : JC/SP

Sample : L4240-02DL 20X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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 Benzene, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.79 9.81 ug/L 981726 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 97
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 93
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1756 (11.792 min): VX018813.D(—ﬁ)750) ) m/z 105.05 100.00%
105
5000 120
7 91
39 51 65 11.40 11.60 11.80 12.00 12.20
Ol prrrrrrrrr e o el 84 98l MBL 183 Tz77120.10  45.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9402: Mesitylene
105
120
5000
11.40 11.60 11.80 12.00 12.20
m/z 119.10 11.92%
0 27 3\9 5& 58 §5 7? o L i
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 11.40 11.60 11.80 12.00 12.20
5000 m/z 77.00 11.90%

7 91
o 15 27 39 51 58 65 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9421: Benzene, 1,2,4-trimethyl-

11.40 11.60 11.80 12.00 12.20
m/z 91.05 11.16%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00 12.20

SOMXTR100220WMA .M Mon Oct 12 13:48:04 2020 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100720\
Data File : VX018813.D

Acq On : 07 Oct 2020 15:35

Operator : JC/SP

Sample : L4240-02DL 20X

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .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]
(DEL) Alkane: Str... 2.82 7.4 ug/L 470919 1 6.83 317645 5.0
(DEL) Alkane: Str... 2.87 63.5 ug/L 4034950 1 6.83 317645 5.0
(DEL) Alkane: Str... 3.15 107.5 ug/L 6829330 1 6.83 317645 5.0
(DEL) Alkane: Str... 3.50 205.2 ug/L 13032900 1 6.83 317645 5.0
(DEL) Alkane: Str... 4.11 4.3 ug/L 270038 1 6.83 317645 5.0
(DEL) Alkane: Str... 4.28 2.5 ug/L 156083 1 6.83 317645 5.0
(DEL) Alkane: Cyc... 4.37 137.9 ug/L 8763940 1 6.83 317645 5.0
Benzene, propyl- 11.34 1.7 ug/L 167418 3 12.06 500336 5.0
Benzene, l-ethyl-_.. 11.42 9.1 ug/L 906041 3 12.06 500336 5.0
Mesitylene 11.49 3.5 ug/L 348710 3 12.06 500336 5.0
4-Heptanone, 2,6-... 11.61 1.5 ug/L 145110 3 12.06 500336 5.0
Benzene, l-ethyl-_.. 11.65 2.5 ug/L 248176 3 12.06 500336 5.0
Benzene, 1,2,3-tr... 11.79 9.8 ug/L 981726 3 12.06 500336 5.0
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