LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 2.343 201 206 217 rBV 111774 192828 1.04% 0.217%
2 2.825 277 285 287 rBV 554338 1026819 5.53% 1.153%
3 2.873 287 293 303 rVB 2951498 6106803 32.90% 6.860%
4 3.154 328 339 358 rBY 5403310 12110078 65.24% 13.604%
5 3.508 386 397 413 rBVY 7745041 17591252 94.77% 19.761%
6 3.727 426 433 441 rvVB2 96774 232321 1.25% 0.261%
7 4.117 487 497 511 rvv 333514 1020649 5.50% 1.147%
8 4.282 512 524 529 rVvwV 257949 774795 4.17% 0.870%
9 4_.379 529 540 555 rVV 6425203 18562927 100.00% 20.852%
10 4.544 555 567 581 rVB3 79381 303723 1.64% 0.341%

11 5.141 651 665 674 rBvY 70434 232012 1.25% 0.261%
12 5.550 722 732 746 rVB 643139 1945255 10.48% 2.185%
13 6.044 800 813 824 rBV2 163629 479943 2.59% 0.539%
14 6.830 932 942 949 rBV 131731 316715 1.71% 0.356%
15 7.367 1020 1030 1038 rBV 102949 227221 1.22% 0.255%

16 8.696 1233 1248 1253 rBV 259668 433957 2.34% 0.487%
17 8.763 1253 1259 1273 rVB 2828179 4250601 22.90% 4_775%
18 9.427 1361 1368 1377 rBV 330374 457582 2.47% 0.514%
19 10.098 1472 1478 1488 rBV2 269029 506307 2.73% 0.569%
20 10.232 1495 1500 1505 rBV 337919 448879 2.42% 0.504%

21 10.342 1511 1518 1525 rBV 1185001 1597340 8.61% 1.794%
22 10.683 1568 1574 1581 rVB 456796 582497 3.14% 0.654%
23 11.000 1621 1626 1632 rBV 161992 205659 1.11% 0.231%
24 11.342 1676 1682 1689 rBV 613036 758709 4._.09% 0.852%
25 11.421 1689 1695 1702 rVV 2114445 3691195 19.88% 4.146%

26 11.488 1702 1706 1716 rVB 1025312 1270861 6.85% 1.428%
27 11.610 1721 1726 1729 rVV 736637 894212 4.82% 1.004%
28 11.652 1729 1733 1740 rVB 877315 1084557 5.84% 1.218%
29 11.793 1750 1756 1761 rBV 3299371 3918161 21.11% 4.401%
30 12.006 1786 1791 1795 rBV 189226 233196 1.26% 0.262%

31 12.079 1795 1803 1807 rVV2 663938 1195323 6.44% 1.343%
32 12.128 1807 1811 1816 rVB 746270 899510 4._.85% 1.010%
33 12.280 1831 1836 1844 rBV2 302498 528593 2.85% 0.594%
34 12.360 1844 1849 1858 rVB3 538925 950419 5.12% 1.068%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOMO1.0

35 12.652 1892 1897 1901 rBV 187568 219388 1.18% 0.246%
36 13.000 1951 1954 1960 rVB 197517 228090 1.23% 0.256%
37 13.329 2004 2008 2013 rVB2 162096 214679 1.16% 0.241%

38 13.628 2051 2057 2067 rBV 2044832 2460531 13.26% 2.764%
39 14.000 2106 2118 2124 rBV 648276 867439 4.67% 0.974%

Sum of corrected areas: 89021026
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VX018791.D
3151

4.38

3.15

2.87

5 , 5.55
234 373 412438\ 454 514\ 6.04

0
Time-->

1.20 1.40 160 180 200 220 240 260 280 300 320 340 360 380 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: VX018791.D

8.76
11.42

10.34 1.4¢

11.
9.43 10.@2:}\ 10.68
o 11.00 .A.

A

Time-->

T I | I T | T
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VX018791.D

11.79

13.63

0

1685 12%33 36 14.00
1265 1300 1333
e e

Time-->

T
12 OO 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

2.82 16.21 ug/L 1026820 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 91
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 50

Abundance Scan 284 (2.819 min): VX018791.D (-277) (-) m/z 43.00 100.00%
43
5000
71
| 55 86 007 2.40 2.60 2.80 3.00 3.20
ol m/z 42.05 85.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1828: Butane, 2,3-dimethyl-
43
5000 RS AN SRS LR
71 2.40 2.60 2.80 3.00 3.20
m/z 41.00 44 .57%
0'}i'b”ll”wl”"PM'W"”I'”'I”"P"W"”I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42
240 260 280 3.00 3.0
5000 m/z 71.10 27.67%
71
27
15 55 86
G S S I SR WL L B L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1832: Butane, 2,3-dimethyl- e
43 2.40 2.60 2.80 3.00 3.20
m/z 39.00 21.90%
5000
71
0 15 ‘ | \‘ 5\5 ‘ 8§
m/z--> 20 4'0 60 80 100 120 140 160 180 200 240 260 280 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 96.41 ug/L 6106800 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 91
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 47
4 Pentane 72 C5H12 000109-66-0 46
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 45

Abundance Scan 292 (2.867 min): VX018791.D (-287) (-) m/z 43.10 100.00%
43
5000 71
> 260 280 3.00 320
86 : : : :
0 ...,....,....,....,..??L.:..?%.'.".,‘??..!:.?7.,..:.,..9.6.,.. m/z 42.10 45.88%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #1823: Pentane, 2-methyl-
43
5000 RSN RS A R R
- 2.60 2.80 3.00 3.20
27 m/z 71.10 44 .75%
2 1\5 ‘ ‘ \5\7 | 86
o O I UL I AU UL IR UL L UL
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance
43
260 280 3.00 320
5000 m/z 41.00 41.00%
27 71
57
2 b 51 63 86
e O I UL I AU I IR UL UL UL
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #1828: Butane, 2,3-dimethyl- e s e
43 2.60 2.80 3.00 3.20
m/z 39.00 20.88%
5000
71
27 55
0 15 |, 37M , 49 | 65 86
m/z--> 0 10 20 30 40 50 60 70 8 90 100 260 280 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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.

3.15 191.18 ug/L 12110100 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): VX018791.D (-328) (-) m/z 57.10 100.00%
g7
41
5000
A
71 gp 280 3.00 3.20 3.40
o! b S e e e reeraa || M/z . 56,05 84.93%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1826: Pentane, 3-methyl-
57
29 41 J\
5000 L AL L UL IR B
2.80 3.00 3.20 3.40
m/z 40.95 67.49%
15 ‘ ‘ 71 g
0 I:II-""'I"l"i""‘MI""'I""'I""I""I"" [rrrryrrrTrTTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
a 2.80 3.00 3.20 3.40
5000 29 m/z 42.95 23.98%
15 71 86
e A UL SR I B B L W A B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1827: Pentane, 3-methyl-
57 2.80 3.00 3.20 3.40
m/z 38.95 19.32%
29 41
5000
0 2 1\5 \‘\ ‘\‘ [l 7\1 8§
mz-> 0 20 40 60 80 100 120 140 160 180 200 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 Concentration Rank 2

4 (DEL) Alkane: Straight-Chai...

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

3.51 277.71 ug/L 17591300 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 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 43
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 43

Abundance Scan 397 (3.508 min): VX018791.D (-386) (-) m/z 57.10 100.00%
517
41
5000 /\
86 LB S AN SR LR
71 007 320 3.40 3.60 3.80
0 et e e .| M/z 41.00  76.85%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1821: n-Hexane
57
41
5000 B SR AN SR LR
3.20 3.40 3.60 3.80
29 86 m/z 43.10 62.75%
15 H ‘ |
0'|"“|'“'|'“ UL S B L S S B
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 '/x"“l'“'l“"w"w
29 3.20 3.40 3.60 3.80
5000 m/z 56.05 52.00%
86
, 15 7
G L L L UL S WL B B S B S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1820: n-Hexane N B
43 57 3.20 3.40 3.60 3.80
m/z 42.00 32.31%
29
5000
86
0 '%'ﬁ?ww"k'“‘|'Z}w""w"'|“"|'“' SEEDI VBRSNS R '/N"'w"'w"'w"'w
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\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 13

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

3.73 3.67 ug/L 232321 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene 84 C6H12 000592-43-8 94
2 2-Hexene. (E)- 84 C6H12 004050-45-7 90
3 3-Hexene. (E)- 84 C6H12 013269-52-8 86
4 2-Hexene. (2)- 84 C6H12 007688-21-3 83
5 3-Hexene 84 C6H12 000592-47-2 80

Abundance Scan 433 (3.727 min): VX018791.D (-426) (-) m/z 55.10 100.00%

5000 4 84 %!
69

3.40 3.60 3.80 4.00

0 ,.'.|..,...??....,..1.3.5,.... et~ m/z 84.05  40.67%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #1454: 2-Hexene
55
5000 41
27 84 3.40 3.60 3.80 4.00
69 m/z 42.00 36.76%
s ||

Abundance

0 il | \\H \‘

L L o L L B B L L B B
m/z--> 20 40 60 80 100 120 140 160 180 200

55

3.40 3.60 3.80 4.00

5000 42 m/z 41.00 35.89%
84
29 69
15
ol el e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1466: 3-Hexene, (E)- e
56 340 360 3.80 4.00
41 m/z 39.00 29.58%
5000
m/z--> 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 7

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

4.12 16.11 ug/L 1020650 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 74
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 72
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 72
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 64

Abundance Scan 497 (4.117 min): VX018791.D (-487) (-) m/z 57.10 100.00%
57
43
5000 85

3.80 4.00 4.20 4.40

69
o! i 2 e e e || M7z 43.05 56 26%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3996: Pentane, 2,2-dimethyl-
57
43
5000 85 LI L L L L L LB |

3.80 4.00 4.20 4.40
m/z 85.10 50.91%

29
\ . 69 | 100
MR B M.
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 R RAN s e
3.80 4.00 4.20 4.40
5000 m/z 41.00 44 .78%
29 85
oLt B 69 100
L I B B R I B e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3988: Pentane, 2,4-dimethyl- B REE e e B ARE
43 57 3.80 4.00 4.20 4.40
m/z 56.00 42.78%
5000 85
29
e LA L B B B B B B
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.80 4.00 420 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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: Straight-Chai... Concentration Rank 9

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

4.28 12.23 ug/L 774795 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 90
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 87
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 74
4 Oxalic acid. butvl isohexvl ester 230 C12H2204 1000309-32-7 64
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 64

Abundance Scan 524 (4.282 min): VX018791.D (-512) (-) m/z 43.10 100.00%
7
5000
85
R B e
69 4.00 4.20 4.40 4.60
ol 0 7 7 m/z 57.05  93.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3983: Pentane, 2,4-dimethyl-
43
57
5000 U L U I R

4.00 4.20 4.40 4.60
27 a5 m/z 41.00 57.66%

15 8 | 100
0....,....,....,....,....,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57

4.00 4.20 4.40 4.60

5000 g5 m/z 56.10 50.73%
29
15 69 100
O T T T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3989: Pentane, 2,4-dimethyl-
43 4.00 4.20 4.40 4.60
57 m/z 85.10 30.26%
5000
5 [ Lo |
O LA o o o o B i e e e S R ,, T
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 440 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 (DEL) Alkane: Cyclic4.38 Concentration Rank 1

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

4.38 293.05 ug/L 18562900 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 Cvclohexane 84 C6H12 000110-82-7 78
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59

Abundance Scan 540 (4.379 min): VX018791.D (-529) (-) m/z 56.05 100.00%
56
41
5000
84 4.00 420 4.40 4.60 4.80
ol 21 257 m/z 41.00 53.81%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1494: Cyclopentane, methyl-
56
41
5000 A AR RN R
4.00 420 4.40 4.60 4.80
o m/z 69.10 45 _40%
o 2
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
41 400 420 4.40 4.60 4.80
5000 m/z 55.05 26 .45%
84
15
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1458: Cyclohexane
56 4.00 4.20 4.40 4.60 4.80
84 m/z 39.00 25 .56%
5000 4l
O'P”'E?W'””'W””I””P'”P”W'”W”'W””P'”P”'P”W" RS SRS RN UL
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

SOMXTR100220WMA .M Thu Oct 08 11:59:11 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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, propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.34 3.17 ug/L 758709 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 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 83
4 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 78
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
Abundance Scan 1682 (11.342 min): VX018791.D (-1676) (-) m/z 91.05 100.00%
q1
5000
120
65
51 105 11.00 11.20 11.40 11.60
0 /Al N ,!134, s 2 et m/z 120.10  24.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
91
5000
11.00 11.20 11.40 11.60
120 m/z 65.00 11.60%
39 65 105
0'”P””P”'J”JPJ'P”'P”'P“"“"”"”"“"”'P”W'”
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 10.59%
120
oL15 39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70356: N-Benzyl-2-phenethylamine
91 11.00 11.20 11.40 11.60
120 m/z 78.00 6.77%
5000
65
ol 27 51 | | 105 | 134 165 209
m/z--> 20 4b 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60

SOMXTR100220WMA .M Thu Oct 08 11:59:11 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 Benzene, l-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.42 15.44 ug/L 3691200 1,4-Dichlorobenzene-d4 12.06
g
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 95
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1695 (11.421 min): VX018791.D (-1689) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 11.20 11.40 11.60 11.80
Ol el 184 185 176 0 g5 750,05 31.64Y%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 91.05 12 .55%
G
R o R B e P B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.00 11.91%
120
15 27 % 51 6 7791
mz-> 20 40 60 80 100 120 140 160 180
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 11.20 11.40 11.60 11.80
m/z 106.10 8.73%
5000
120
o w2z ®soes T
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80

SOMXTR100220WMA .M Thu Oct 08 11:59:12 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 Benzene, 1,2,3-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.49 5.32 ug/L 1270860 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 97
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Mesitylene 120 C9H12 000108-67-8 94

Abundance Scan 1706 (11.488 min): VX018791.D (-1702) (-) m/z 105.10 100.00%
105
5000 120
77 o1 "0 1140 1160 1180
39 51 65 11.20 11.40 11.60 11.80
Ot 338208 0 757150010 47.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.20 11.40 11.60 11.80
77 m/z 77.05 12 .85%
39 91
e |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.10 11.42%
. 27 39 51 g5 /7 O1
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9412: Benzene, 1,2,3-trimethyl- R s B
105 11.20 11.40 11.60 11.80
m/z 91.05 11.01%
5000 120
39 51 77 91
0 '}?I?Z"f"w'lﬁé"M""'“J'”ﬂf""l""l""I""I" T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80

SOMXTR100220WMA .M Thu Oct 08 11:59:13 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 4-Heptanone, 2,6-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.61 3.74 ug/L 894212 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 64
3 5-Nonanone 142 C9H180 000502-56-7 59
4 5-Nonanone 142 C9H180 000502-56-7 59
5 3-Buten-2-ol, 2,3-dimethyl- 100 C6H120 010473-13-9 50
Abundance Scan 1726 (11.610 min): VX018791.D (-1721) (-) m/z 57.05 100.00%
57
5000
41
e 1120 1140 11,60 1180 12,00
69 100 127 . . . . .
obr el 84 200111 T | 163 207 g5 G5 o1, 62%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57
85
5000 NN SR IR B
41 11.20 11.40 11.60 11.80 12.00
142 m/z 41.00 35.27%
o Tl 69 | 100113 127
m/z--> 0 ﬁo ' éo 80 160 150 140 160 180 200
Abundance
57 85
11.20 11.40 11.60 11.80 12.00
5000 41 m/z 58.00 23.40%
29
142
ol 2 i 69 100112 127
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #19926: 5-Nonanone
57 85 11.20 11.40 11.60 11.80 12.00
m/z 42.95 16.73%
5000
29 41
142
L5 | g | T 100134,
m/z--> 0 20 40 6|0 80 100 150 140 160 180 200 11.20 11.40 11.60 11.80 12.00

SOMXTR100220WMA .M Thu Oct 08 11:59:14 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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, 1,2,4-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.65 4 .54 ug/L 1084560 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 94
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 1733 (11.652 min): VX018791.D (-1729) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 11.40 11.60 11.80 12.00
0 b e 290 | m/z 120.10  30.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9425: Benzene, 1-ethyl-2-methyl-
5000

11.40 11.60 11.80 12.00
m/z 91.00 12.46%

27 39 51 65 77 91

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
120 11.40 11.60 11.80 12.00
5000 m/z 77.00 11.60%

15 27 39 51 65 7791

T T T T e T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9410: Benzene, 1,2,4-trimethyl-

11.40 11.60 11.80 12.00
m/z 79.00 9.16%

5000

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

SOMXTR100220WMA .M Thu Oct 08 11:59:15 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 14 Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.79 16.39 ug/L 3918160 1,4-Dichlorobenzene-d4 12.06
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 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 1756 (3)1.793 min): VX018791.D (-1750) (-) m/z 105.00 100.00%
105
5000 120
77 91
39 63 11.40 11.60 11.80 12.00 12.20
Obrrrprrrekr bt bl 238 A77 207 281 Tns57120.10  46.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.40 11.60 11.80 12.00 12.20
7 m/z 119.05 12.28%
39 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
120 11.40 11.60 11.80 12.00 12.20
5000 m/z 76.95 12.22%
ol 27 >t ra
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9401: Mesitylene
105 11.40 11.60 11.80 12.00 12.20

m/z 91.05 10.74%

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 12.20

SOMXTR100220WMA .M Thu Oct 08 11:59:16 2020 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 15 Benzene, 2-propenyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.28 2.21 ug/L 528593 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-propenvl- 118 C9H10 000300-57-2 70
2 Indane 118 C9H10 000496-11-7 70
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
Abundance Scan 1836 (12.280 min): VX018791.D (-1831) (-) m/z 117.10 100.00%
117
5000
91 105
39 51 63 77 134 207 12.00 12.20 12.40 12.60
0 PR m/z 118.05 56.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8961: Benzene, 2-propenyl-
117
5000 o1
12.00 12.20 12.40 12.60
0
39 51 65 103 m/z 115.10 37.40%
0...,.”.h.ﬂuh“.uﬂpJw.H”.lu.”.,...w....“...,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 119.10 24 .48%
91
oL 15 27 39 51 63 77 103
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8959: Benzene, 2-propenyl-
117 12.00 12.20 12.40 12.60
m/z 105.05 20.23%
5000
91
58
39 103 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60

SOMXTR100220WMA .M Thu Oct 08 11:59:17 2020 Page: 18



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 16 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.65 0.92 ug/L 219388 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 1897 (12.652 min): VX018791.D (-1892) (-) m/z 119.05 100.00%
119
5000
134
39 51 65 77 oL 105 191 207 12.40 12.60 12.80 13.00
Ot el A9 07 0 Tnzz 134,10 28.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.40 12.60 12.80 13.00
T m/z 91.05 16.62%
..1.5,.2.7..:3?..5.1.,?5...,....,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.05 9.62%
01 134
15 27 30 51 65 195
O T I T T R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 12.40 12.60 12.80 13.00
m/z 117.05 9.28%
5000
134
91
JLas 27 4151 6577 | 103 ||
mz-> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00

SOMXTR100220WMA .M Thu Oct 08 11:59:18 2020 Page: 19



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 17 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.00 0.95 ug/L 228090 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
Abundance Scan 1954 (13.000 min): VX018791.D (-1951) (-) m/z 119.10 100.00%
119
5000 134
w% 12.60 12.80 13.00 13.20 13.40
39 63 105 : : : : :
o SRR A0 M | m/z 134.10 39.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-

5000
12.60 12.80 13.00 13.20 13.40

m/z 91.05 16.63%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.60 12.80 13.00 13.20 13.40
5000 134 m/z 115.10 8.76%

91
15 39 63777 105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14811: o-Cymene

12.60 12.80 13.00 13.20 13.40
m/z 117.00 8.72%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100620\
Data File : VX018791.D

Aca On : 06 Oct 2020 11:43

Operator : JC/SP

Sample : L4240-01

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 18 Benzene, l-ethenyl-3-ethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.33 0.90 ug/L 214679 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 86
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 84
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 78
5 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 60
Abundance Scan 2008 (13.329 min): VX018791.D (-2004) (-) m/z 117.05 100.00%
117
5000 130
91
39 51 65 77 147 162 007 13.00 13.20 13.40 13.60
o} e m/z 119.10 89.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
13.00 13.20 13.40 13.60
01 m/z 132.10 36.03%
sawse 7 Ty
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 13.00 13.20 13.40 13.60
5000 m/z 134.10 35.45%
91
s 27 39 51 65 77 105
G S S I SR WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14046: Benzene, 2-butenyl-
117 13.00 13.20 13.40 13.60
m/z 115.00 34 .23%
91
5000 132
27 3 5L % 77 103
0 ...lu‘l..“l‘..“l‘. |“l‘..“lH‘|..‘l.l“l‘..l‘lu‘l“.‘.l....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100620\
Data File : VX018791.D

Acq On : 06 Oct 2020 11:43

Operator : JC/SP

Sample - L4240-01

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 16.2 ug/L 1026820 1 6.83 316715 5.0
(DEL) Alkane: Str... 2.87 96.4 ug/L 6106800 1 6.83 316715 5.0
(DEL) Alkane: Str... 3.15 191.2 ug/L 12110100 1 6.83 316715 5.0
(DEL) Alkane: Str... 3.51 277.7 ug/L 17591300 1 6.83 316715 5.0
(DEL) Alkane: Str... 3.73 3.7 ug/L 232321 1 6.83 316715 5.0
(DEL) Alkane: Str... 4.12 16.1 ug/L 1020650 1 6.83 316715 5.0
(DEL) Alkane: Str... 4.28 12.2 ug/L 774795 1 6.83 316715 5.0
(DEL) Alkane: Cyc... 4._.38 293.1 ug/L 18562900 1 6.83 316715 5.0
Benzene, propyl- 11.34 3.2 ug/L 758709 3 12.06 1195320 5.0
Benzene, l-ethyl-_.. 11.42 15.4 ug/L 3691200 3 12.06 1195320 5.0
Benzene, 1,2,3-tr... 11.49 5.3 ug/L 1270860 3 12.06 1195320 5.0
4-Heptanone, 2,6-... 11.61 3.7 ug/L 894212 3 12.06 1195320 5.0
Benzene, 1,2,4-tr... 11.65 4.5 ug/L 1084560 3 12.06 1195320 5.0
Mesitylene 11.79 16.4 ug/L 3918160 3 12.06 1195320 5.0
Benzene, 2-propenyl- 12.28 2.2 ug/L 528593 3 12.06 1195320 5.0
Benzene, 2-ethyl-... 12.65 0.9 ug/L 219388 3 12.06 1195320 5.0
Benzene, 1,2,4,5-... 13.00 0.9 ug/L 228090 3 12.06 1195320 5.0
Benzene, 1l-etheny... 13.33 0.9 ug/L 214679 3 12.06 1195320 5.0

SOMXTR100220WMA_M Thu Oct 08 11:59:20 2020 Page: 22



