LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018771.D

Aca On : 05 Oct 2020 17:29

Operator : JC/SP

Sample : L4239-06DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 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 1.386 46 49 59 rvB 67696 71045 1.97% 0.556%
2 1.697 95 100 106 rBV 54529 68855 1.91% 0.539%
3 2.343 200 206 217 rBV 124006 203983 5.65% 1.597%
4 3.148 331 338 347 rBV3 17451 40997 1.13% 0.321%
5 3.501 383 396 407 rBV3 26353 61748 1.71% 0.483%
6 4_.373 528 539 550 rVB2 26779 80246 2.22% 0.628%
7 4.562 554 570 582 rBV3 279374 856366 23.70% 6.704%
8 4.660 582 586 606 rVB2 13641 54321 1.50% 0.425%
9 5.141 650 665 678 rBvV2 82068 256312 7.09% 2.006%
10 5.458 705 717 732 rBV 216316 682828 18.90% 5.345%

11 6.043 800 813 831 rBv2 195013 573775 15.88% 4.491%
12 6.830 930 942 958 rBv2 150463 380182 10.52% 2.976%
13 7.366 1020 1030 1042 rBV 119406 269517 7.46% 2.110%
14 8.372 1187 1195 1202 rBV 75398 130295 3.61% 1.020%
15 8.695 1240 1248 1253 rBV 316661 473742 13.11% 3.708%

16 8.763 1253 1259 1275 rVB 2379992 3613495 100.00% 28.286%
17 8.994 1290 1297 1308 rVB 56565 82659 2.29% 0.647%
18 9.427 1360 1368 1379 rBvV 412823 575108 15.92% 4.502%
19 10.098 1471 1478 1489 rBV 321133 442384 12.24% 3.463%

20 10.342 1511 1518 1523 rBV 68710 91120 2.52% 0.713%
21 10.683 1569 1574 1579 rBV 49489 63688 1.76% 0.499%
22 11.232 1659 1664 1670 rVB 130010 163753 4_.53% 1.282%
23 11.421 1690 1695 1702 rBV 56663 99980 2.77% 0.783%
24 11.488 1702 1706 1711 rVB 27889 36257 1.00% 0.284%

25 11.610 1720 1726 1731 rBV 1818683 2178185 60.28% 17.051%
26 11.652 1731 1733 1740 rVB 39805 46876 1.30% 0.367%
27 11.792 1751 1756 1762 rBV 113827 137793 3.81% 1.079%
28 11.866 1762 1768 1772 rBV 82706 106037 2.93% 0.830%
29 12.061 1795 1800 1806 rBV 355115 441887 12.23% 3.459%
30 12.128 1806 1811 1817 rVB 31040 41398 1.15% 0.324%

31 12.359 1844 1849 1857 rVB 361610 449995 12.45% 3.523%

Sum of corrected areas: 12774827
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018771.D

Aca On : 05 Oct 2020 17:29

Operator : JC/SP

Sample : L4239-06DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 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

2000000

1500000

1000000

500000

TIC: VX018771.D

4.56

2.34 5.14

5.46 6.04
139 170 N 315 350 437/\4@

o

Time-->

1.20 1.40 1.60 1.80 200 220 2.40 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 6.00 6.20

Abundance

2000000

1500000

1000000

500000

TIC: VX018771.D
8{76

9.43

8.1d 10.10
6.83 737 j\} /\ K 11 23
: 8.37 8.99 10.34 . 1

N A . |8 el I W e

0
Time-->

T T I I T I
6.50 7.00 7.50 8.00 8.50 9 00 9.50 10.00 10.50 11.00

Abundance

2000000

1500000

1000000

500000

TIC: VX018771.D

1.61

12.06 12.36
Lot b |
LA UL L IS SUNLL L UL S L UL B B

Time-->

12.00 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\VX100520\
Data File : VX018771.D

Aca On : 05 Oct 2020 17:29

Operator : JC/SP

Sample : L4239-06DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 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 9

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

3.15 0.54 ug/L 40997 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 72
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 64
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 53
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 50
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 50

Abundance Scan 338 (3.148 min): VX018771.D (-331) (-) m/z 56.10 100.00%
s P
5000
71 gg 8 207 2.80 3.00 3.20 3.40
0 m/z 57.05 99.32%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000
2.80 3.00 3.20 3.40
m/z 41.00 79.84%
15 “ 71 g
0'%“'hww'ﬁ“'ﬂ|'”'|“"w"w"“|'“' [rTrrrprrrrpTe
m/z--> 0O 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 20.40%
15 71 86
e L L S UL S B B WL S B B
m/z--> 0O 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 55.00 15.84%
29 41
5000
0 2 1\5 ‘\ “ 11l 7\1 86
mz-> 0 20 40 60 8 100 130 140 160 180 200 280 300 3.20 3.40

SOMXTR100220WMA .M Mon Oct

12 13:31:56 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018771.D

Aca On : 05 Oct 2020 17:29

Operator : JC/SP

Sample : L4239-06DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 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 7

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

3.50 0.81 ug/L 61748 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 90
2 n-Hexane 86 C6H14 000110-54-3 59
3 n-Hexane 86 C6H14 000110-54-3 53

4 Butane. 1-chloro-2-methvyl-

5 Tetrahydropyran

106 C5H11CI

86 C5H100

000616-13-7 50
000142-68-7 50

Abundance Scan 396 (3.501 min): VX018771.D (-383) (-) m/z 57.00 100.00%
a1 Y
5000
71 | 207 3.20 3.40 3.60 3.80
o e 0 e m/z 41.00  83.60%
miz--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1821: n-Hexane
57
41
5000
3.20 3.40 3.60 3.80
29 86 m/z 42.95 60.63%
15 H ‘ |
o.,..”,..”,...,..”,..”,..”,..”,..” e o =
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 %7
29 3.20 3.40 3.60 3.80
5000 m/z 56.00 47.35%
86
, 15 71
o T S o S o AR
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #1822: n-Hexane R R
57 320 340 3.60 3.80
43 m/z 42.10 34.36%
29
5000
86
15
mz--> 0 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80

SOMXTR100220WMA .M Mon Oct

12 13:31:57 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018771.D

Aca On : 05 Oct 2020 17:29

Operator : JC/SP

Sample : L4239-06DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

= 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: Cyclic4.37 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
437 1.06 ug/L 80246  1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 cvclopentane. methwl- g4 ceHl2 000096-37-7 87

2 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
3 Cvclohexane 84 C6H12 000110-82-7 64
4 Tetramethvlene diisocvanate 140 C6H8N202 004538-37-8 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
Abundance Scan 538 (4.367 min): VX018771.D (-528) (-) m/z 56.00 100.00%
56
5000 41 69
. oy | _ab0 4% 4ho 460 4b0
0! R e o o B s SN RS m/z 41.00 46 .21%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
4.00 4.20 4.40 4.60 4.80
o8 a1 m/z 69.10 43.94%
0 |||||1|5|||||||||||||||||||||||||||||||||| A RRamE
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
56
41 4.00 4.20 4.40 4.60 4.80
5000 m/z 55.00 25.05%
69
27 84
1 15
e A UL S I B B L W A B
m/z--> 0 200 40 60 80 100 120 140 160 180 200
Abundance #1457: Cyclohexane
56 4.00 4.20 4.40 4.60 4.80
41 84 m/z 39.00 23.31%
5000 7
69
15
0 .|2....|....|...|....|....|....|....|.... RS mamam
m/z--> 0 200 40 60 80 100 120 140 160 180 200 4.00 420 4.40 4.60 4.80

SOMXTR100220WMA .M Mon Oct 12 13:31:59 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018771.D

Aca On : 05 Oct 2020 17:29

Operator : JC/SP

Sample : L4239-06DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 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 Butanoic acid, dimethyl(dic... Concentration Rank 8

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

4._.66 0.71 ug/L 54321 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. dimethvl(dichloro... 228 C7H14Cl1202Si 1000279-98-4 64
2 1-Propene. 1.1-dichloro- 110 C3HA4CI2 000563-58-6 40
3 (1-Ethvilvinvioxv)trimethvlsilane 144 C7H160Si 006651-40-7 40
4 Ethane. 1.1"-Toxvbis(methvleneth... 166 C6H140S2 054411-14-2 39
5 1-Dichloromethyl(dimethyl)silylo... 214 C7H16CI20Si 018306-85-9 39

Abundance Scan 586 (4.660 min): VX018771.D (-582) (-) m/z 75.05 100.00%
75
5000
45 o 9 440 4.60 4.80 5.00
Ol el bt el e e e || M/Z 44.90  8.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84734: Butanoic acid, dimethyl(dichloromethyl)silyl ester
75
43
5000
27 1o 440 4.60 4.80 5.00
m/z 76.00 8.45%
‘ 113
0””III‘”‘I“I‘\”I\M\”\mlIII“IIIII‘I:II'?‘}IIII\HI — |||||||2:|I-?||
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance

75

4.40 4.60 4.80 5.00
5000 39 m/z 60.05 4 .89%

110
ol 1527 | 5162 | 8798
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20755: (1-EthyNinyloxy)trimethylsilane
75

440 4.60 4.80 5.00
m/z 46.90 4.25%

5000
129
144
27 45 59 || 86 101113 \
O e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018771.D

Aca On : 05 Oct 2020 17:29

Operator : JC/SP

Sample : L4239-06DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 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 5

6 Benzene, l-ethyl-2-methyl-

R.T. EstConc Area Relative to ISTD R.T.
11.42 1.13 ug/L 99980 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 90
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 90
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87

Abundance Scan 1695 (11.421 midr)w): VX018771.D (-1690) (-) m/z 105.00 100.00%
105
5000
120
39 51 63 /7 91 207 11.20 11.40 11.60 11.80
O ol 207 T777120.10 0 30.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 91.00 12.57%
15 27 39 51 65 77 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.10 11.95%
120
15 27 39 51 65 77 91
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 11.20 11.40 11.60 11.80
m/z 79.00 8.43%
5000
120
27 39 51 @5 77 91
0"'I'”'”'Nhim"M"M'”M'"f'”'l"”l"'W""I”"
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80

SOMXTR100220WMA .M Mon Oct 12 13:32:02 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018771.D

Aca On : 05 Oct 2020 17:29

Operator : JC/SP

Sample : L4239-06DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 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 4-Heptanone, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.61 24 .65 ug/L 2178190 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 3-Buten-2-ol. 2.3-dimethvl- 100 C6H120 010473-13-9 50
5 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 50
Abundance Scan 1726 (11.610 min): VX018771.D (-1720) (-) m/z 57.10 100.00%
57 8
5000
41
142 1120 11.40 1160 11.80 12.00
69 127 . . . . .
o bl 8 h 200111 T | w70 207 g gs T 90, 69%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57
85
5000 VAR DA BN UL I
41 11.20 11.40 11.60 11.80 12.00
142 m/z 40.95 34 .32%
0 1l \‘ ‘ 69 I 100 113 127 ‘
m/z--> 0 ﬁo ' eb 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 24 _.33%
29
142
ol 2 v 69 100112 127
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #19926: 5-Nonanone e
57 85 11.20 11.40 11.60 11.80 12.00
m/z 43.00 16.68%
5000
29 41
142
N - O R N M B 4
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 Mon Oct 12 13:32:03 2020 Page: 8



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018771.D

Aca On : 05 Oct 2020 17:29

Operator : JC/SP

Sample : L4239-06DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 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, l-ethyl-4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.65 0.53 ug/L 46876 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
3 Mesitvlene 120 C9H12 000108-67-8 90
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 87
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
Abundance Scan 1733 (11.652 min): VX018771.D (-1731) (-) m/z 105.05 100.00%
105
5000
120
5, 65 77 91 11.40 11.60 11.80 12.00
Ol et b ML 288 20T Tn/z 120.10  26.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105
5000
120 11.40 11.60 11.80 12.00
m/z 76.95 10.37%
15 27 3\9 5\1 §5 7\7\ 9\1 ll A
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
105
11.40 11.60 11.80 12.00
5000 m/z 91.00 9.91%
120
27 39 51 g5 77 91
G S S L UL LS DL SR S WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105 11.40 11.60 11.80 12.00
m/z 102.95 8.59%
120
5000
27 39 51 g5 7 9 |
0:::|‘|||‘::‘:‘:”‘:‘:::“::::H::‘:“uuuu||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00

SOMXTR100220WMA .M Mon Oct 12 13:32:05 2020 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018771.D

Aca On : 05 Oct 2020 17:29

Operator : JC/SP

Sample : L4239-06DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 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, 1,2,3-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.79 1.56 ug/L 137793 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 94
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 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 1756 (11.792 min): VX018771.D (-1751) (-) m/z 105.10 100.00%
105
5000 120
39 51 g3 /f 9 207 11.40 11.60 11.80 12.00 12.20
Ol bttt bl 207 /7 120.10  46.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.40 11.60 11.80 12.00 12.20
m/z 119.10 12.81%
015273\95\1 6?7\ 9\1 ul |
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
120 11.40 11.60 11.80 12.00 12.20
5000 m/z 77.00 12.26%
15 27 39 51 65 791
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 11.40 11.60 11.80 12.00 12.20
m/z 91.00 10.66%
120
5000
15 27 39 51 65 T 9L ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100520\
Data File : VX018771.D

Aca On : 05 Oct 2020 17:29

Operator : JC/SP

Sample : L4239-06DL2 400X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 12 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 2-Heptanone, 4,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.87 1.20 ug/L 106037 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone. 4.6-dimethvl- 142 C9H180 019549-80-5 90
2 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 38
3 2-Nonanone. 9-T(tetrahvdro-2H-pv... 242 C14H2603 054699-41-1 38
4 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 35
5 2-Pentanone, 5-hydroxy- 102 C5H1002 001071-73-4 35

Abundance Scan 1769 (11.872 min): VX018771.D (-1762) (-) m/z 43.00 100.00%

43
58
5000 85

109 I”””””””””
o...,....',J '-”,.'.‘-'..',‘.-...',..'..}.2?..1,“.2].. e ok m/z 58.10  60.64%

11. 60 11. 80 12. 00 12.20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
43
58
5000 |||||||||||||||||||
85 11. 60 11. 80 12. 00 12 20
m/z 85.10 42 _.15%
0 l ‘\ ‘ 109 127
RERRRSRE IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
T e T
11.60 11.80 12.00 12.20
5000 58 m/z 69.10 39.80%
27 81 gg 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95668: 2-Nonanone, 9-[(tetrahydro-2H-pyran-2-yl)oxy]-
43 11.60 11.80 12.00 12.20
m/z 84.05 36.52%
000 8
S 58
101
o I 123 14 .
T e e ants e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100520\
Data File : VX018771.D

Acq On : 05 Oct 2020 17:29

Operator : JC/SP

Sample : L4239-06DL2 400X

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 12 Sample Multiplier: 1

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

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... 3.15 0.5 ug/L 40997 1 6.84 380182 5.0
(DEL) Alkane: Str... 3.50 0.8 ug/L 61748 1 6.84 380182 5.0
(DEL) Alkane: Cyc... 4.37 1.1 ug/L 80246 1 6.84 380182 5.0
Butanoic acid, di... 4.66 0.7 ug/L 54321 1 6.84 380182 5.0
Benzene, l-ethyl-_.. 11.42 1.1 ug/L 99980 3 12.06 441887 5.0
4-Heptanone, 2,6-... 11.61 24_.6 ug/L 2178190 3 12.06 441887 5.0
Benzene, l-ethyl-_.. 11.65 0.5 ug/L 46876 3 12.06 441887 5.0
Benzene, 1,2,3-tr... 11.79 1.6 ug/L 137793 3 12.06 441887 5.0
2-Heptanone, 4,6-... 11.87 1.2 ug/L 106037 3 12.06 441887 5.0
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