LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70318\
Data File : VN049689.D

Aca On : 3 Jul 2018 13:19

Operator : MD\SY

Sample : J3811-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 6 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 N\METHODS\82N062918W_.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 1.654 3 20 81 rBVvV2 18423404 102395801 99.44% 20.879%
2 6.831 1609 1630 1660 rBv3 353116 1095346 1.06% 0.223%
3 7.593 1843 1867 1878 rBV 930225 2323332 2.26% 0.474%
4 7.667 1878 1890 1913 rVB 1451521 3473197 3.37% 0.708%
5 8.030 1984 2003 2032 rBvV 1014036 2458159 2.39% 0.501%

8.587 2161 2176 2224 rVB 2171555 4706911 4._.57% 0.960%
10.095 2629 2645 2684 rBV 3743729 7268565 7.06% 1.482%
3040 3055 3074 rBV 2731820 5022645 4._.88% 1.024%
11.622 3105 3120 3141 rBV 1945977 4173210 4._05% 0.851%
11.950 3200 3222 3237 rBV 3522953 6817119 6.62% 1.390%

QOO ~NO®
=
=
N
=
w

11 12.252 3307 3316 3328 rVB 1506804 2420646 2.35% 0.494%
12 12.403 3352 3363 3376 rBV 2748915 4717780 4._.58% 0.962%
13 12.593 3406 3422 3431 rBV 3506434 6186015 6.01% 1.261%
14 12.657 3431 3442 3449 rBV 20891391 34554917 33.56% 7.046%
15 12.738 3459 3467 3480 rVB 21690011 33820174 32.84% 6.896%

16 12.895 3501 3516 3530 rBV2 26422339 42736750 41.50% 8.714%
17 13.043 3550 3562 3576 rVB3 61240630 102974095 100.00% 20.997%
18 13.175 3589 3603 3612 rBV2 1400551 2887154 2.80% 0.589%
19 13.236 3612 3622 3632 rVV 3854206 5972328 5.80% 1.218%
20 13.294 3632 3640 3647 rVV 1559643 2294836 2.23% 0.468%

21 13.377 3647 3666 3679 rVVv2 37981580 65236105 63.35% 13.302%
22 13.445 3679 3687 3698 rVB 1007002 1560542 1.52% 0.318%
23 13.545 3699 3718 3726 rBV3 7404331 14892282 14.46% 3.037%
24 13.586 3726 3731 3748 rVB3 2969201 5452557 5.30% 1.112%
25 13.676 3748 3759 3769 rvVB2 1073859 1825322 1.77% 0.372%

26 13.744 3769 3780 3790 rBV 2034606 3176565 3.08% 0.648%
27 13.805 3790 3799 3804 rBV 1792340 2803859 2.72% 0.572%
28 13.837 3805 3809 3817 rVV 1684343 2155166 2.09% 0.439%
29 13.892 3817 3826 3836 rVB 2114984 3127357 3.04% 0.638%
30 13.950 3836 3844 3850 rBV 717284 1068723 1.04% 0.218%

31 13.998 3850 3859 3869 rvVB2 2815062 4492475 4._36% 0.916%
32 14.133 3890 3901 3911 rBV2 1061466 1697151 1.65% 0.346%
33 14.213 3911 3926 3932 rVV2 596242 1154525 1.12% 0.235%
34 14.252 3932 3938 3947 rVB 810115 1199732 1.17% 0.245%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70318\
Data File : VN049689.D

Aca On : 3 Jul 2018 13:19

Operator : MD\SY

Sample : J3811-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 6 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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062918W .M
SW846 8260

35 14.590 4032 4043 4057 rBV4 1113264 2289215 2.22% 0.467%

Sum of corrected areas: 490430556
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70318\
Data File : VN049689.D

Aca On © 3 Jul 2018 13:19

Operator : MD\SY

Sample : J3811-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062918W .M
SW846 8260

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

Abundance TIC: VN049689.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70318\
Data File : VN049689.D

Aca On © 3 Jul 2018 13:19

Operator : MD\SY

Sample : J3811-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062918W .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 unknownl.65 Concentration Rank 1

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

1.65 1474.09 ug/1 102396000 Pentafluorobenzene 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Alanine 89 C3H7NO2 000338-69-2 2
2 Nitrous oxide 44 N20 010024-97-2 2
3 Carbon dioxide 44 CO2 000124-38-9 2
4 Ethvne. fluoro- 44 C2HF 002713-09-9 2
5 Ethylene oxide 44 C2H40 000075-21-8 2

Abundance Scan 19 (1.651 min): VN049689.D (-3) (-) m/z 43.95 100.00%
i’}
5000 jr_W\\\\‘___‘\\\\‘____\
HAS U IR A U
1.70 1.80 1.90 2.00 2.10
Ol A T 96 Tm/z 45.00  12.36%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2153: D-Alanine
44
5000 S AR SRR AR R
1.70 1.80 1.90 2.00 2.10
28 m/z  46.00 4_38%
0 4l 3439/ |, 505 6368 74 82 90
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
44
170 1.80 1.90 2.00 2.10
5000 m/z 47.00 0.05%
30
14
S S L S S S UL I LI SULILL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #82: Carbon dioxide
44 1.70 1.80 1.90 2.00 2.10
5000
16 5, 28
I I L S S L L L I
m/z--> 10 20 30 40 50 60 70 80 90 100
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70318\
Data File : VN049689.D

Aca On © 3 Jul 2018 13:19

Operator : MD\SY

Sample : J3811-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062918W .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.
12.66 26.48 ug/1 34554900 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 Benzene. 1l-ethvIl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3443 (12.660 min): VN049689.D (-3431) (-) m/z 105.00 100.00%
105
5000
120
e A
7791 12.40 12.60 12.80 13.00
39 51 65
bt el bl 290152198207 232 1 Tz7 120.00  31.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000 LRI U SRR SUMILN S
120 12.40 12.60 12.80 13.00
m/z 77.00 11.50%
szes s L

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
R R REEREas
12.40 12.60 12.80 13.00
5000 m/z 91.00 10.99%
120
15 27 39 51 65 77 91
T T T T e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 12.40 12.60 12.80 13.00
m/z 106.00 8.67%
120
5000
39 51 77 91
1527\ \6\5 b1l \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70318\
Data File : VN049689.D

Aca On © 3 Jul 2018 13:19

Operator : MD\SY

Sample : J3811-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062918W .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 Benzene, 1-propenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.54 11.41 ug/Il 14892300 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-propenvl- 118 C9H10 000637-50-3 91
2 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 83
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
4 Indane 118 C9H10 000496-11-7 60
5 (2)-1-Phenylpropene 118 C9H10 000766-90-5 60

Abundance Scan 3718 (13.545 min): VN049689.D (-3699) (-) m/z 117.00 100.00%

117

5000

-

39 6377 13.20 13.40 13.60 13.80

260 281

153

190 207 232

0 m/z 105.00 87.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8962: Benzene, 1-propenyl-
117
5000
o1 13.20 13.40 13.60 13.80
m/z 117 .95 54 _26%
. o7 01 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 115.00 35.43%
91
39 5g 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8964: Benzene, cyclopropyl-
117 13.20 13.40 13.60 13.80
m/z 91.00 23.56%
5000
91
o 27 51 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\VNO70318\
Data File : VN049689.D

Acq On : 3 Jul 2018 13:19

Operator : MD\SY

Sample - J3811-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062918W .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]
unknownl .65 1.65 1474.1 ug/1 102396000 1 7.67 3473200 50.0
Benzene, l-ethyl-_... 12.66 26.5 ug/1 34554900 4 13.35 65236100 50.0

Benzene, 1-propenyl- 13.54 11.4 ug/1 14892300 4 13.35 65236100 50.0
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