LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VN051697.D

Aca On : 5 Oct 2018 19:57

Operator : MD\SY

Sample = J5084-06

Misc : 5.91a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 27 Sample Multiplier: 28

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 N\METHODS\82N100418W_.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 6.622 1496 1508 1521 rVB5 12978 34346 1.07% 0.131%
2 7.590 1790 1809 1820 rBV 457295 1142221 35.64% 4 .354%
3 7.664 1821 1832 1848 rVV 696445 1666096 51.99% 6.352%
4 7.734 1850 1854 1871 rVB3 32364 74567 2.33% 0.284%
5 7.876 1883 1898 1907 rBV5 18078 41163 1.28% 0.157%
6 8.027 1925 1945 1968 rBV2 454096 1084100 33.83% 4.133%
7 8.207 1988 2001 2020 rBvV2 58509 157466 4.91% 0.600%
8 8.587 2101 2119 2151 rBV 941277 2005209 62.57% 7.644%
9 9.082 2251 2273 2284 rBV9 28711 80421 2.51% 0.307%
10 9.519 2397 2409 2428 rVB3 46735 102729 3.21% 0.392%

11 9.654 2441 2451 2467 rVB3 55918 122968 3.84% 0.469%
12 9.869 2500 2518 2525 rBv4 17660 41846 1.31% 0.160%
13 10.091 2573 2587 2598 rVvV 1751139 3204731 100.00% 12.217%
14 10.156 2598 2607 2633 rVV 843567 1572962 49.08% 5.997%
15 10.287 2634 2648 2659 rVB 16763 44338 1.38% 0.169%

16 10.529 2711 2723 2741 rVB 14489 47315 1.48% 0.180%
17 11.406 2980 2996 3018 rBV 1344870 2375089 74.11% 9.054%
18 11.509 3018 3028 3044 rVvVv 216551 382724 11.94% 1.459%
19 11.619 3047 3062 3084 rVB 728706 1416551 44.20% 5.400%
20 11.947 3144 3164 3180 rVB 409810 702681 21.93% 2.679%

21 12.249 3248 3258 3267 rBV2 30316 51441 1.61% 0.196%
22 12.400 3289 3305 3329 rVB 1254191 2146595 66.98% 8.183%
23 12.590 3355 3364 3374 rVB 95072 145051 4_.53% 0.553%
24 12.654 3374 3384 3391 rBV 389227 662203 20.66% 2.524%
25 12.731 3401 3408 3420 rVB2 205893 334905 10.45% 1.277%

26 12.892 3444 3458 3474 rBV 182738 311754 9.73% 1.188%
27 13.040 3493 3504 3515 rVB 669133 1084914 33.85% 4_.136%

28 13.172 3529 3545 3550 rBV3 25302 59080 1.84% 0.225%
29 13.233 3559 3564 3572 rVB2 27392 38176 1.19% 0.146%
30 13.287 3572 3581 3586 rBV3 25552 38473 1.20% 0.147%

31 13.345 3586 3599 3625 rBV2 1357299 2558083 79.82% 9.752%
32 13.451 3625 3632 3642 rVB2 36141 59401 1.85% 0.226%
33 13.541 3642 3660 3667 rBV2 212719 416308 12.99% 1.587%
34 13.583 3667 3673 3691 rVB4 146758 302696 9.45% 1.154%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VN051697.D

Aca On : 5 Oct 2018 19:57

Operator : MD\SY

Sample = J5084-06

Misc : 5.91a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 27 Sample Multiplier: 28

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_N\METHODS\82N100418W.M

Title : SW846 8260

35 13.670 3691 3700 3709 rVBS8 22129 34106 1.06% 0.130%
36 13.741 3711 3722 3731 rVB2 48108 85108 2.66% 0.324%

37 13.805 3731 3742 3747 rBV2 93041 169172 5.28% 0.645%
38 13.889 3759 3768 3779 rBV2 126004 194029 6.05% 0.740%
39 13.995 3791 3801 3811 rVB3 69686 114797 3.58% 0.438%
40 14.065 3811 3823 3833 rBV3 20132 42775 1.33% 0.163%

41 14.127 3835 3842 3850 rBV2 28229 41198 1.29% 0.157%
42 14.210 3856 3868 3873 rBVY 60506 101206 3.16% 0.386%
43 14.249 3873 3880 3887 rvvVv 85600 133974 4.18% 0.511%

44 14.297 3887 3895 3902 rVvvs 57182 94043 2.93% 0.359%
45 14.332 3902 3906 3914 rVB3 30486 39975 1.25% 0.152%
46 14.477 3943 3951 3958 rvv2 44727 73580 2.30% 0.281%
47 14.522 3960 3965 3974 rVB3 43429 60901 1.90% 0.232%
48 14.586 3974 3985 3997 rBV5 90790 206233 6.44% 0.786%
49 14.647 3998 4004 4014 rVB 30644 49359 1.54% 0.188%
50 14.853 4059 4068 4081 rBV3 38500 87602 2.73% 0.334%
51 14.956 4092 4100 4111 rBvVS 29593 49771 1.55% 0.190%
52 15.133 4144 4155 4166 rVB 51223 106632 3.33% 0.407%
53 15.416 4235 4243 4255 rBV3 18389 38221 1.19% 0.146%
Sum of corrected areas: 26231285
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VN051697.D

Aca On : 5 Oct 2018 19:57

Operator : MD\SY

Sample = J5084-06

Misc : 5.91a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 27 Sample Multiplier: 28

Quant Method Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .M

Quant Title SW846 8260
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VN051697.D
1500000
1000000
500000
ok 6.62
A L L LR B e e R ae TR
Time--> 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 540 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VN051697.D
10109
1500000
11.41
1000000 8.59
0.16
7,66 11.62
500000 7.5 8.03
11.5
8.21 9.52.65
o I\ A L 9"8...AA.9«J87 Jgoztess JUUL
Time--> 7.00 7.50 8.00 8.50 19,00 9.50 10,00 10.50 11.00 11.50
Abundance TIC: VN051697.D
1500000
13.35
12.40
1000000
13.04
500000
.54
.58 ?
3.4 gﬁ % %514.86.9615.13 15 4o
0‘
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 N\DATA\VN100618\
Data File : VN051697.D

Aca On : 5 Oct 2018 19:57

Operator : MD\SY

Sample = J5084-06

Misc : 5.91a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 27 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 Benzene, l-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.65 12.94 ug/Il 662203 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3383 (12.651 min): VN051697.D (-3374) (-) m/z 105.00 100.00%
105.0
5000
77.0 " 12140 1960 12.80 13.00
39.0 1210 12.40 12.60 12.80 13.00
Ol 2SS M 2090 sz 120.00 31.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000 RS ANARAR SRR S

12.40 12.60 12.80 13.00
m/z 90.95 11.93%

77.0
oL18o 390 s09 "y | 1210
T o o e B e B B e B S I I e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
12.40 12.60 12.80 13.00
5000 m/z 77.00 11.41%
39.0 .
L 59.0 77‘0 | | 1201.0
ot e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0 12.40 12.60 12.80 13.00
m/z 106.00 9.51%
5000
27.0 51‘.0 77.0 121.0
ottt
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VN051697.D

Aca On : 5 Oct 2018 19:57

Operator : MD\SY

Sample = J5084-06

Misc : 5.91a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 27 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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, l-ethyl-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.89 6.09 ug/Il 311754 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. 1-ethvIl-3-methvl- 120 C9H12 000620-14-4 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 3457 (12.889 min): VN051697.D (-3444) (-) m/z 105.00 100.00%

105.0
5000
120.0 ﬁ
39.0 510 650 (70 910 11260 12.80 13.00 13.20
v UMD A 1 NNVU N | RSNV NS m/z 120.00  32.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 12.60 12.80 13.00 13.20

m/z 77.00 11.77%

270 390 510 g5 770 910
: |

OB s R B A RAm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
105.0
120.0 12.60 12.80 13.00 13.20
5000 m/z 91.00 11.29%
O e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 12.60 12.80 13.00 13.20
m/z 103.00 9.41%
5000
120.0
39.0 77.0 910
As0 20 A S e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VN051697.D

Aca On : 5 Oct 2018 19:57

Operator : MD\SY

Sample = J5084-06

Misc : 5.91a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 27 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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-4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.54 8.14 ug/l 416308 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 91
2 Benzene., 1.1"-(1l-ethenvl-1.3-pro... 222 C17H18 061141-97-7 64
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 64
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 64
Abundance Scan 3660 (13.541 min): VN051697.D (-3642) (-) m/z 104.95 100.00%
105.0
5000
134.0
39.0 77.0 13.20 13.40 13.60 13.80
o...,....,..-f.n?' .|",..'|!.,":.. b S Tm/z 117.00  76.81%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117.0
5000
91.0 13.20 13.40 13.60 13.80
39.0 o m/z 118.00 41 .86%
oL15.0
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #79588: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis-
117.0
13.20 13.40 13.60 13.80
5000 m/z 115.00 27 .13%
91.0
ol %0, B0 |l 1470 1770 2070
m/z--> 20 40 60 80 160 120 140 160 180 200 220
Abundance #8964: Benzene, cyclopropyl-
117.0 13.20 13.40 13.60 13.80
m/z 134.00 25 .55%
5000
91.0
51.0
L e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100618\
Data File : VN051697.D

Acq On : 5 Oct 2018 19:57

Operator : MD\SY

Sample - J5084-06

Misc : 5.91g/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 27 Sample Multiplier: 28

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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, 1l-ethyl-... 12.65 12.9 ug/I 662203 4 13.35 2558080 50.0
Benzene, 1-ethyl-... 12.89 6.1 ug/Il 311754 4 13.35 2558080 50.0
Benzene, 1l-etheny... 13.54 8.1 ug/Il 416308 4 13.35 2558080 50.0
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