LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010842.D

Aca On 12 Jul 2019 17:36

Operator : JC/SP

Sample = K3786-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82X061919W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.788 99 104 133 rVB 26361638 37404534 100.00% 29.131%
2 2.001 133 139 150 rvB 929116 1302378 3.48% 1.014%
3 2.849 260 278 283 rBVY 2765648 6384356 17.07% 4_.972%
4 3.172 321 331 347 rBV 485772 1116701 2.99% 0.870%
5 3.525 379 389 404 rVB 218065 496933 1.33% 0.387%
6 4.312 506 518 526 rBV 481942 1462551 3.91% 1.139%
7 4.403 526 533 546 rVB 479998 1386588 3.71% 1.080%
8 5.586 718 727 734 rBV3 346465 1075232 2.87% 0.837%
9 5.732 743 751 768 rVB 925496 2860386 7 .65% 2.228%
10 5.934 773 784 796 rBV5 139278 451052 1.21% 0.351%

11 6.348 843 852 863 rVB 846117 2512013 6.72% 1.956%
12 6.860 926 936 946 rBV 324572 763232 2.04% 0.594%
13 7.464 1022 1035 1046 rBvV 934982 2097493 5.61% 1.634%
14 8.055 1123 1132 1142 rVB 845713 1644227 4._.40% 1.281%
15 8.177 1142 1152 1160 rBV 1318851 2586788 6.92% 2.015%

16 8.714 1235 1240 1250 rVB 725515 1189829 3.18% 0.927%
17 10.110 1464 1469 1475 rBV 689590 921826 2.46% 0.718%
18 10.250 1486 1492 1498 rBV 1804293 2267451 6.06% 1.766%
19 10.360 1502 1510 1517 rBV 9651996 12969494 34.67% 10.101%
20 10.695 1560 1565 1576 rVB 2782041 3656551 9.78% 2.848%

21 11.018 1612 1618 1624 rBV 662073 831068 2.22% 0.647%
22 11.134 1632 1637 1642 rBV 616517 794390 2.12% 0.619%
23 11.359 1668 1674 1681 rBV 732267 884895 2.37% 0.689%
24 11.433 1681 1686 1694 rVV 4756792 8082877 21.61% 6.295%
25 11.506 1694 1698 1705 rVB 2994434 3529333 9.44% 2.749%

26 11.664 1719 1724 1734 rBV 3431784 4266798 11.41% 3.323%
27 11.804 1742 1747 1753 rVB 8536858 10293860 27.52% 8.017%
28 12.024 1778 1783 1786 rBV 319557 382041 1.02% 0.298%
29 12.073 1786 1791 1797 rVB2 861866 1234206 3.30% 0.961%
30 12.140 1797 1802 1808 rBV 4466817 5526341 14.77% 4 _.304%

31 12.298 1821 1828 1831 rBV 1068642 1485744 3.97% 1.157%
32 12.371 1835 1840 1849 rVB2 553031 833788 2.23% 0.649%
33 12.518 1859 1864 1870 rBV 324855 393094 1.05% 0.306%
34 12.585 1870 1875 1877 rBV 335769 437387 1.17% 0.341%

82X061919W .M Mon Jul 15 14:22:39 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010842.D

Aca On 12 Jul 2019 17:36

Operator : JC/SP

Sample = K3786-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O 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\82X061919W._M

: SW846 8260

35 12.609 1877 1879 1883 rVB 384289 383155 1.02% 0.298%
36 12.664 1883 1888 1891 rBV 422385 496295 1.33% 0.387%
37 12.756 1898 1903 1910 rBV2 387551 640213 1.71% 0.499%
38 13.018 1942 1946 1951 rVB 462366 553573 1.48% 0.431%
39 13.341 1995 1999 2005 rVvB2 708742 990117 2.65% 0.771%
40 13.481 2016 2022 2026 rBVY 334899 429994 1.15% 0.335%

41 13.835 2070 2080 2086 rBV 1029849 1380162 3.69% 1.075%

Sum of corrected areas: 128398946
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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\VX071219\
VX010842.D

12 Jul 2019 17:36

JC/SP

K3786-07

5.0mL/MSVOA X/WATER

21 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W_M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance
2.5e+07

2e+07

1.5e+07

1e+07

5000000

0

TIC: VX010842.D
79

3ﬂ 4.3140 5%”35%

353

T'_'_'_'—r'_'_'_'-r'_'_'_i
Time--> 1.20 1.40 1.60 180 200 2.20 2.40 2.60 280 3.00 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 540 560 5.80 600 6.20

Abundance
2.5e+07

2e+07

1.5e+07

1e+07

5000000

TIC: VX010842.D

10.36

10.69

11.43

1.51

11.02.13 11.

oh
Time-->

102

9.00 10.50 11.00

Abundance
2.5e+07

2e+07

1.5e+07

1e+07

5000000

TIC: VX010842.D

11.80

12.14

12 %izmm 13 02 13 3ﬂ3 48 13.83

13 50 14.00 14.50 15.00 15.50 16.00

12. 50

13. 00

1
16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010842.D

Aca On 12 Jul 2019 17:36

Operator : JC/SP

Sample - K3786-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M
SW846 8260

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 Butane, 2-methyl- Concentration Rank 1

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

1.79 653.84 ug/1 37404500 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 3-Buten-1-ol 72 C4H80 000627-27-0 43
3 Pentane 72 C5H12 000109-66-0 42
4 Butane. 1-chloro-2-methvl- 106 C5H11CI 000616-13-7 10
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 10

Abundance Scan 104 (1.788 min): VX010842.D (-99) (-) m/z 43.05 100.00%
43.0
57.0
5000
72.0 140 1.60 180 200 2.20
O et it e A i2e 8 . Tm/Zz 41.05  86.85%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #714: Butane, 2-methyl-
43.0
57.0
5000 UL SRR RS RSN
1.40 1.60 1.80 2.00 2.20
29.0 m/z 42.05 86.77%
15.0 , 72.0
e S R R R AR AR NRASS ARRRN AARRA RARSS SARRS SARS SRS LR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #654: 3-Buten-1-ol
42.0
310 140 1.60 180 200 2.20
5000 m/z 57.05 74.83%
15.0 ‘M ‘\ ‘\ 57\0 720
o B R A S AR AL RARS ARARA RARAS LS RARAS LAARNAARE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #707: Pentane R e
43.0 1.40 1.60 1.80 2.00 2.20
m/z 39.00 31.13%
5000
27.0
57.0
20 80 || ] 10 70
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 160 180 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010842.D

Aca On 12 Jul 2019 17:36

Operator : JC/SP

Sample - K3786-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M
SW846 8260

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 Butane, 2,3-dimethyl- Concentration Rank 7

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

2.85 111.60 ug/l 6384360 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
3 Butane. 2-methvl- 72 C5H12 000078-78-4 36
4 Propanovl chloride. 2-methvl- 106 C4H7CIO 000079-30-1 12
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 12

Abundance Scan 278 (2.849 min): VX010842.D (-260) (-) m/z 43.00 100.00%
43.0
5000
71.1
T
. 86.1 2.60 2.80 3.00 3.20
35.9 |||, 49.0 65.0 | 77.1
O“M“W“W“W“W“W“W“W“WJW’W“w“%“W“W“W“W“W“W“W“W' m/z 42.00 85.53%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl- /k
43.0
5000 A UL LR L A
71.0 2.60 2.80 3.00 3.20
m/z 41.00 40.56%
27.0 5.0 86.0
0 15.0 | ,49.0, |  65.0 '
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1823: Pentane, 2-methyl-
43.0
260 280 300 320
5000 m/z 71.10 28.10%
27.0 71.0
20 150 510 ‘ 86.0
] LAy LA AL ALY AR SARLA LAY AR AR AR LA SR AL S LA St el
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #714: Butane, 2-methyl- L R
43.0 2.60 2.80 3.00 3.20
57.0 m/z 38.95 19.56%
5000
29.0
0 15.0 1, ‘mo‘eu)?o
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010842.D

Aca On 12 Jul 2019 17:36

Operator : JC/SP

Sample - K3786-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M
SW846 8260

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 Pentane, 2,3-dimethyl- Concentration Rank 10

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

5.73 50.00 ug/1 2860390 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 42
3 Heptane 100 C7H16 000142-82-5 37
4 Propane. l-isocvanato- 85 C4H7NO 000110-78-1 37
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 37

Abundance Scan 751 (5.732 min): VX010842.D (-743) (-) m/z 56.10 100.00%
56.1
43.0
5000 71.1
TTTTrTr T T T T T T T T T T
85.0 540 5.60 5.80 6.00
0 ...,....,....,....,....|il:..,.'.| el 387 Tm/z 43.00  74.18%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Pentane, 2,3-dimethyl-
43.0 56.0
5000
29.0 71.0 540 5.60 5.80 6.00
m/z 57.10 66.15%
85.0 100.0
G A LA AR SRS RAREA N LARAN AR RARAN LRSS LALAN SARSS LN AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12720: Hexane, 2,2,4-trimethyl-
57.0
540 5.60 5.80 6.00
5000 m/z 41.00 61.45%
o 41.0
71.0
o ‘\ ‘ | 830 950 1130 1280
miz--> 0 10 20 3'0 AP N A
Abundance #3971: Heptane
43.0 540 5.60 5.80 6.00
m/z 71.10 41.99%
5000 29.0 57.0 710
100.0
1.0 150 “ iR 85.0 N\
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010842.D

Aca On 12 Jul 2019 17:36

Operator : JC/SP

Sample - K3786-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M
SW846 8260

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 Pentane, 2,2,4-trimethyl- Concentration Rank 6

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

6.35 164.56 ug/Il 2512010 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 72
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
4 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 64
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59

Abundance Scan 852 (6.348 min): VX010842.D (-843) (-) m/z 57.10 100.00%
57.1

f—

5000
41.0
99.1 6.00 6.20 6.40 6.60
69.0 83.0
o...,....,....,....,....',:'...,..'.:,....,....,....,....',...?,1.2-.1..,.. m/z 56.05 33.86%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7664: Pentane, 2,2,4-trimethyl-
57.0
5000 LA L L L L [N LB LN BB B
41.0 6.00 6.20 6.40 6.60
m/z 41.00 26.66%
29.0 99.0
o 150 | ] 710 830 | 1130
LN R o o e e o  RRARE
m/z--> O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57.0
6.00 6.20 6.40 6.60
5000 m/z 43.00 16.35%
41.0
29.0
o200 180 | ] . 690 830 990 1140
i o o e R EAAREEEEEEEEa SRR e
m/z--> O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7650: Hexane, 2,2-dimethyl-

57.0 6.00 6.20 6.40 6.60
m/z 39.00 9.59%

5000
41.0

29.0

40 150 || \“\ l, 710 83.0 99"° 114.0

N At

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60

-
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010842.D

Aca On 12 Jul 2019 17:36

Operator : JC/SP

Sample - K3786-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M
SW846 8260

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 Pentane, 2,3,4-trimethyl- Concentration Rank 8

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

8.06 107.72 ug/l 1644230 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 83
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
4 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 78
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 72

Abundance Scan 1133 (8.061 min): VX010842.D (-1123) (-) m/z 43.00 100.00%
43.0 71.1
5000
55.0
7.80 8.00 8.20 8.40
Ol el b b 820 970 WAL s 10 91, 93%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Pentane, 2,3,4-trimethyl-
43.0 71.0
5000
7.80 8.00 8.20 8.40
27.0 55.0 m/z 70.05 62.86%
0 150 || ||,, i . 830 970 1140
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3981: Pentane, 3-ethyl-
43.0
7.80 8.00 8.20 8.40
5000 70.0 m/z 41.00 33.39%
29.0 550
oL 10 150 M‘ \“ | 850 1000
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7631: Heptane, 4-methyl-
43.0 7.80 8.00 8.20 8.40
m/z 55.05 24 _.29%
71.0
5000
29.0 57.0
0 150 1l ] 80 990 1140
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010842.D

Aca On 12 Jul 2019 17:36

Operator : JC/SP

Sample - K3786-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M
SW846 8260

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 Pentane, 2,3,3-trimethyl- Concentration Rank 5

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

8.18 169.46 ug/l 2586790 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 64
3 Octane. 4-methvl- 128 C9H20 002216-34-4 64
4 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 53
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53

Abundance Scan 1152 (8.177 min): VX010842.D (-1142) (-) m/z 42.95 100.00%
43.0
71.0
5000 57.0 85.1
| 99.1 1101 7.80 8.00 8.20 8.40 8.60
O I e o S m/z 71.05 67.81%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 1 S U U L
57.0 7.80 8.00 8.20 8.40 8.60
27.0 85.0 m/z 70.10 55.56%
20 15.0 ‘ 99.0 1130
e N RS AR LRSS RAARA RARAS AR NAARA RRRAN SARSS AR SRS BAN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7644: Hexane, 3,3-dimethyl-
43.0
7.80 8.00 8.20 8.40 8.60
5000 570 10 650 m/z 57.05  47.49%
29.0 '
oL 20 150 “ ‘ 1, ‘ 9?0 112.0
miz--> 37 % % 40 % 80 70 8 90 100 110 130 130
Abundance #12674: Octane, 4-methyl-
43.0 7.80 8.00 8.20 8.40 8.60

m/z 85.10 43.20%
5000

29.0 570 710 g50
| 980 1130 1280

0..w.”.“”.“.”,””JL”,”Nw”.w.”.“”.“.”,””,”.w”.w.”.  RABEAREEL e

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010842.D

Aca On 12 Jul 2019 17:36

Operator : JC/SP

Sample - K3786-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M
SW846 8260

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 Benzene, l-ethyl-2-methyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.43 327.45 ug/Il 8082880 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 1686 (11.433 min): VX010842.D (-1681) (-) m/z 105.10 100.00%
106.1
5000
120.1
39.0 510 650 (70 910 11.20 11.40 11.60 11.80
o] sV N1 RS D | S PR .- m/z 120.05 32.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.20 11.40 11.60 11.80
m/z 90.95 12.86%
27.0 390 510 65.0 77.0 91.0
Ottt ‘----'I-‘---‘ T R RBARARARASERARARERARRRAENLEERERRRER R RARE R
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
11.20 11.40 11.60 11.80
5000 m/z 77.00 11.78%
120.0

390 77.0 91.0
15.0 270 ‘ 51.0 650 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9420: Benzene, 1,2,4-trimethyl-

105.0 11.20 11.40 11.60 11.80
m/z 106.05 8.98%

120.0
5000

27.0 5.0 g5 ‘70 910
400 T | ‘\ N |
o} NSNS AN MG H S UMY | YN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010842.D

Aca On 12 Jul 2019 17:36

Operator : JC/SP

Sample - K3786-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M
SW846 8260

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.
12.14 223.88 ug/Il 5526340 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 93
3 Benzene. 1-ethvIl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1802 (12.140 min): VX010842.D (-1797) (-) m/z 105.10 100.00%
105.1
5000 120.1 /\
39.0 510 770 910 11,80 12.00 12.20 12.40
- op) 650 | I [ 154.2 : ' :
0“l““VHW'“M““ﬁ““N*w'“m““V'“M“W““ﬁ'HVHWH'WH“v' m/z 120.05 42.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0 A
5000 NN BN B
11.80 12.00 12.20 12.40
m/z 76.95 12.33%
150 270 390 510 650 TP 940 !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9402: Mesitylene
105.0 A
120.0 11,80 12.00 12.20 12.40
5000 m/z 91.00 10.62%
27.0 390 5.0 g5 0 910 |
) ””\\”” ‘:‘ni‘ . I”N SN HE I\hl S—l \”” S
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0 11.80 12.00 12.20 12.40
m/z 119.05 9.85%
5000
120.0
27.0 39‘.0 51.0 65.0 77‘.0 91‘.0
[o) EN— ...‘. — \””\\“”‘ NP NN [ .‘ﬁl. S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX071219\
Data File : VX010842.D

Aca On 12 Jul 2019 17:36

Operator : JC/SP

Sample - K3786-07

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M
SW846 8260

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 Indane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.30 60.19 ug/1 1485740 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 92
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 76
4 Deltacvclene 118 C9H10 007785-10-6 58
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 55
Abundance Scan 1828 (12.298 min): VX010842.D (-1821) (-) m/z 117.05 100.00%
117.1
5000
91.0
39.0 51.0 63.0 77.0 | 10‘|5'0 ‘ 134.1 12.00 12.20 12.40 12.60
Ol prrrrprrrr et e et pbe e e e e m/z 118.10 53.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8951: Indane
117.0
5000 A AAMEARRARNA Base R

12.00 12.20 12.40 12.60
m/z 115.00 33.81%

9L.0
15,0 27.0 390 510 830 770 " 1030

(0 e e R B R L R e AR EEE S RAiasn
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8964: Benzene, cyclopropyl-
117.0
12.00 12.20 12.40 12.60
5000 m/z 119.05  19.44%
91.0
39.0 51.0 65.0 77.0 ‘ 103.0
0”,““,31?“.q”.4.thﬂW.HW“”JH.”“M”,”LH”.WH.W.”q.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8961: Benzene, 2-propenyl-
117.0 12.00 12.20 12.40 12.60
m/z 91.00 18.10%
5000 91.0
39.0 51,0 65.0 78.0 103.0
0..,....,....,....,....}a..l,:‘.‘..,.a.‘l,....‘i:...,.‘...,..l.‘,....,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX071219\
Data File : VX010842.D

Acq On 12 Jul 2019 17:36

Operator : JC/SP

Sample - K3786-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W_M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methyl- 1.79 653.8 ug/1 37404500 1 5.67 2860390 50.0
Butane, 2,3-dimet... 2.85 111.6 ug/l 6384360 1 5.67 2860390 50.0
Pentane, 2,3-dime... 5.73 50.0 ug/1 2860390 1 5.67 2860390 50.0
Pentane, 2,2,4-tr... 6.35 164.6 ug/l 2512010 2 6.86 763232 50.0
Pentane, 2,3,4-tr... 8.06 107.7 ug/l 1644230 2 6.86 763232 50.0
Pentane, 2,3,3-tr... 8.18 169.5 ug/l 2586790 2 6.86 763232 50.0
Benzene, l-ethyl-_.. 11.43 327.4 ug/l 8082880 4 12.08 1234210 50.0
Benzene, 1,2,3-tr... 12.14 223.9 ug/l 5526340 4 12.08 1234210 50.0
Indane 12.30 60.2 ug/1 1485740 4 12.08 1234210 50.0
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