LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\

Data File : VX009810.D

Aca On - 22 May 2019 17:30

Operator : JC/SP

Sample : K2977-10 40X

Misc - 5.0mL/MSVOA X/WATER 2El P
ALS Vial : 19 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\82X042919W.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 1.617 72 76 80 rvB6 7432 13521 1.44% 0.192%
2 2.440 205 211 222 rBV 15382 28287 3.01% 0.401%
3 4.684 573 579 593 rVB 3102 9934 1.06% 0.141%
4 5.501 701 713 725 rBV 97923 281741 29.93% 3.992%
5 5.659 727 739 752 rVw 174171 491718 52.24% 6.966%
6 6.062 793 805 817 rBV 123539 324913 34.52% 4.603%
7 6.860 923 936 954 rBV 282788 672316 71.42% 9.525%
8 8.714 1229 1240 1258 rBV 595317 941319 100.00% 13.336%
9 10.110 1464 1469 1479 rBV 562355 756028 80.32% 10.711%
10 10.250 1486 1492 1499 rVB 13687 19933 2.12% 0.282%
11 10.360 1502 1510 1516 rBvV 84102 129473 13.75% 1.834%
12 10.646 1548 1557 1562 rBvV7 5422 14455 1.54% 0.205%
13 10.701 1562 1566 1574 rVB 10632 17595 1.87% 0.249%
14 10.835 1580 1588 1593 rBV4 9834 17822 1.89% 0.252%
15 10.908 1596 1600 1604 rBvV3 8515 13512 1.44% 0.191%
16 11.018 1612 1618 1622 rBvV 29350 38239 4_.06% 0.542%
17 11.134 1632 1637 1643 rBvV 447082 571719 60.74% 8.100%
18 11.274 1656 1660 1665 rVB4 7881 12075 1.28% 0.171%
19 11.359 1669 1674 1681 rBvV 46196 60806 6.46% 0.861%

20 11.433 1681 1686 1694 rVvVv 85342 178720 18.99% 2.532%

21 11.506 1694 1698 1706 rVB 91321 120101 12.76% 1.702%

22 11.622 1712 1717 1720 rBV 19256 25353 2.69% 0.359%
23 11.664 1720 1724 1732 rVB 32151 47949 5.09% 0.679%
24 11.768 1737 1741 1743 rVV 9581 13767 1.46% 0.195%
25 11.804 1743 1747 1757 rVB 556692 665425 70.69% 9.427%
26 11.920 1757 1766 1767 rBV 10501 15686 1.67% 0.222%
27 11.945 1767 1770 1775 rVB 17889 23325 2.48% 0.330%
28 12.024 1780 1783 1786 rVvVv 15521 18449 1.96% 0.261%

29 12.073 1786 1791 1797 rVvV 515461 667072 70.87% 9.451%
30 12.140 1797 1802 1812 rVB 194497 232645 24.71% 3.296%

31 12.231 1812 1817 1822 rVB 9490 14460 1.54% 0.205%
32 12.298 1822 1828 1835 rBV3 52147 90012 9.56% 1.275%
33 12.365 1835 1839 1848 rVB3 38079 66468 7.06% 0.942%
34 12.457 1848 1854 1859 rBV 12100 17359 1.84% 0.246%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
Data File : VX009810.D

Aca On : 22 May 2019 17:30

Operator : JC/SP

Sample : K2977-10 40X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 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\82X042919W._M

Title : SW846 8260

35 12.585 1869 1875 1877 rBV 33185 46552 4._95% 0.660%
36 12.609 1877 1879 1884 rVVv 36125 36915 3.92% 0.523%
37 12.664 1884 1888 1891 rVV 43109 51769 5.50% 0.733%
38 12.701 1891 1894 1898 rVvVv 11713 15442 1.64% 0.219%
39 12.756 1898 1903 1910 rVB3 32909 56841 6.04% 0.805%
40 12.902 1922 1927 1932 rVB2 16057 23140 2.46% 0.328%
41 12.975 1932 1939 1942 rVV 19935 26818 2.85% 0.380%
42 13.018 1942 1946 1953 rVB 33682 42442 4_.51% 0.601%
43 13.341 1995 1999 2006 rVB2 41697 60909 6.47% 0.863%
44 13.475 2016 2021 2027 rBV 22613 29201 3.10% 0.414%
45 13.719 2055 2061 2067 rVBS8 4433 9420 1.00% 0.133%
46 13.835 2073 2080 2085 rBV 33107 46705 4._.96% 0.662%

Sum of corrected areas: 7058351
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
VX009810.D

22 May 2019 17:30

JC/SP

K2977-10 40X

5.0mL/MSVOA X/WATER

19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .M

SW846 8260

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P
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Abundance

500000

400000

300000

200000

100000

TIC: VX009810.D
8|71

6.86

10.11

10.36

o

11.13

Bzélo

111431
11.
11.2

Ok
Time-->

L
9.00

10 50

11 OO

Abundance

500000

400000

300000

200000

100000

TIC: VX009810.D

12.14

13 83

(918582

jﬁ%47

Time-->

12.00

12.50

13.00

13 50

14.00

T
14.50

T
15.00

T
15.50

=
16.00

1
16.50

82X042919W.M Thu May 23 14:14:10 2019

Page: 3




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
Data File : VX009810.D

Aca On : 22 May 2019 17:30

Operator : JC/SP

Sample : K2977-10 40X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W._M
Quant Title : 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 Benzene, l-ethyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.43 13.40 ug/Il 178720 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1686 (11.433 min): VX009810.D (-1681) (-) m/z 105.00 100.00%
106.0
5000
120.1
390 510 650 (/9 9LO "' 1120 1140 11.60 11.80
e bbb et || M/Z 12010 30.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
106.0
5000 ""I"'QIA\A' T
120.0 11.20 11.40 11.60 11.80
m/z 77.00 12.64%
150 270 3%0 5.0 650 77.0 91.0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
106.0
11.20 11.40 11.60 11.80
5000 m/z 91.00 11.40%
120.0
27.0 39‘.0 51.0 65.0 77‘.0 91‘.0
. | i | . L .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9399: Mesitylene
105.0 11.20 11.40 11.60 11.80
120.0 m/z 106.10 8.49%
5000
150 270 30 510 50 TP 940 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
Data File : VX009810.D

Aca On : 22 May 2019 17:30

Operator : JC/SP

Sample : K2977-10 40X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Benzene, 1,2,3-trimethyl- Concentration Rank 1

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

12.14 17.44 ug/I1 232645 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 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance

5000

m/z-->

Scan 1802 (12.140 min): VX009810.D (-1797) (-)
105

05.1

39.0 51.0 g5 /0 910

10 20 30 40 50 60 70 80 90 100

120.1

152.2
110 120 130 140 150

m/z 105.10 100.00%

11.80 12.00 12.20 12.40

Abundance

5000

#9412: Benzene, 1,2,3-trimethyl-

10

0390 510 g5 /70 910

15.0 27. ,

5.0

120.0

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

m/z 120.05 40.91%

11.80 12.00 12.20 12.40

Abundance

5000

#9421: Benzene, 1,2,4-trimethyl-

10

77.0 91.0
15.0 27.0 39.0 51.0 650

5.0
120.0

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

m/z 77.00 13.60%

11.80 12.00 12.20 12.40

Abundance

5000

#9399: Mesitylene
10

39.0 77.0 91.0
15.0 27.0 51.0 65.0 |

5.0
120.0

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

m/z 119.10 10.09%

11.80 12.00 12.20 12.40

m/z 90.95 9.76%

11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052219\
Data File : VX009810.D

Aca On : 22 May 2019 17:30

Operator : JC/SP

Sample : K2977-10 40X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Benzene, l-ethenyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.30 6.75 ug/l 90012 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 95
2 Deltacvclene 118 C9H10 007785-10-6 90
3 Bicvclol4.2._0locta-1.3.5-triene.... 118 C9H10 055337-80-9 80
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 80
5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 70
Abundance Scan 1828 (12.298 min): VX009810.D (-1822) (-) m/z 117.10 100.00%
117.1
5000 105.1
91.0

39.0 51.0 630 77.1 12.00 12.20 12.40 12.60
e prerrpreer et e e et e - M/Z 11800 51.31%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

134.1
I‘ Ann

Abundance #8971: Benzene, 1-ethenyl-2-methyl-
11y.0
5000
91.0 12.00 12.20 12.40 12.60
39.0 m/z 119.10 48 .35%
27.0 | 5.0 630 274 103.0
.w%ﬁqp.”,”.u.”.m.i,mtw.mh“.nﬁh.wﬂ”.“”'“.”,“.w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8953: Deltacyclene
11v.0
12.00 12.20 12.40 12.60
5000 m/z 105.10 47 .48%
39.0 91.0
510 650 77.0 103.0 ‘
S /S OO NS S A ]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8983: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl- R EAEERENET LS
11v.0 12.00 12.20 12.40 12.60
m/z 115.10 39.52%
5000
91.0
39.0 510 430 770 103.0
27.0 ‘ |
..,....,...‘.,...a,....ll..‘l,l‘.‘..,.a‘.‘l,....‘i:...,:...,....‘,....,....,.. LW A A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\VX052219\
Data File : VX009810.D

Acq On : 22 May 2019 17:30

Operator : JC/SP

Sample : K2977-10 40X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .M
SW846 8260

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]
Benzene, l-ethyl-_.. 11.43 13.4 ug/I1 178720 4 12.08 667072 50.0
Benzene, 1,2,3-tr... 12.14 17 .4 ug/I1 232645 4 12.08 667072 50.0
Benzene, l-etheny... 12.30 6.8 ug/Il 90012 4 12.08 667072 50.0
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