LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70318\
Data File : VN049693.D

Aca On : 3 Jul 2018 15:03

Operator : MD\SY

Sample - J3811-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 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 51 rBv2 18237205 79732429 100.00% 26.493%
2 7.593 1846 1867 1878 rBvV 1039781 2611947 3.28% 0.868%
3 7.667 1878 1890 1934 rVB 1563782 3852977 4.83% 1.280%
4 8.030 1983 2003 2029 rBVvV2 1045233 2512947 3.15% 0.835%
5 8.310 2042 2090 2092 rBv3 192162 1103733 1.38% 0.367%

8.586 2160 2176 2216 rVB 2284477 4951526 6.21% 1.645%
10.094 2629 2645 2690 rBVY 3952710 7684801 9.64% 2.553%
3039 3054 3076 rBV 2948291 5427940 6.81% 1.804%
11.622 3105 3120 3142 rBV 393253 974519 1.22% 0.324%
11.950 3199 3222 3237 rBV 524324 1255042 1.57% 0.417%

O © W~
=
=
D
O
©

11 12.252 3306 3316 3328 rVB 710758 1201598 1.51% 0.399%
12 12.403 3351 3363 3377 rBV 2887659 4880200 6.12% 1.622%
13 12.593 3405 3422 3431 rBV 1876497 3270936 4._.10% 1.087%
14 12.657 3431 3442 3449 rBV 11004552 18267937 22.91% 6.070%
15 12.734 3459 3466 3480 rVB 11839244 18201815 22.83% 6.048%

16 12.895 3501 3516 3529 rBV 12318118 19720889 24.73% 6.553%
17 13.043 3550 3562 3588 rVB2 34294929 54269976 68.07% 18.033%
18 13.175 3589 3603 3612 rBV3 840370 1754202 2.20% 0.583%
19 13.236 3612 3622 3632 rVV 2573673 3976279 4._.99% 1.321%
20 13.294 3632 3640 3647 rVV 1088232 1652377 2.07% 0.549%

21 13.377 3647 3666 3679 rVV2 16048372 30471771 38.22% 10.125%
22 13.445 3679 3687 3698 rVB 691282 1063900 1.33% 0.354%
23 13.515 3698 3709 3711 rBV 1497070 1904109 2.39% 0.633%
24 13.544 3712 3718 3725 rVV2 4003505 6427833 8.06% 2.136%
25 13.586 3725 3731 3748 rVB2 2848022 5098188 6.39% 1.694%

26 13.676 3748 3759 3769 rVB 917904 1490956 1.87% 0.495%
27 13.744 3769 3780 3790 rBV 2057168 3202467 4.02% 1.064%
28 13.805 3790 3799 3804 rBV 1734327 2756592 3.46% 0.916%
29 13.837 3805 3809 3817 rVvV 1720939 2205777 2.77% 0.733%
30 13.892 3817 3826 3836 rVB 1727949 2617186 3.28% 0.870%

31 13.998 3850 3859 3869 rvVB2 1703842 2727620 3.42% 0.906%
32 14.133 3891 3901 3910 rBV2 813435 1259494 1.58% 0.419%
33 14.252 3931 3938 3947 rVB 619639 929724 1.17% 0.309%
34 14.589 4031 4043 4057 rBV4 726673 1492580 1.87% 0.496%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70318\
Data File : VN049693.D

Aca On : 3 Jul 2018 15:03

Operator : MD\SY

Sample - J3811-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 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

Sum of corrected areas: 300952267
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70318\
Data File : VN049693.D

Aca On : 3 Jul 2018 15:03

Operator : MD\SY

Sample : J3811-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062918W._M
Quant Title : SW846 8260

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

Abundance TIC: VN049693.D
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3e+07
2.5e+07
2e+07
1.5e+07
le+07

5000000 10.09

11.41
) 3.\5;{7 803 g3 A\ K /\ 11.62
T T L | T T T T T T T T T |

T T T T T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN049693.D

3e+07

2.5e+07

2e+07

13.38

1.5e+07

1e+07

5000000

14.59

11.95 1225
DR, W

< T M L 4 T —T 7 T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82N062918W.M Thu Jul 05 13:58:42 2018 Page: 3



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70318\
Data File : VN049693.D

Aca On : 3 Jul 2018 15:03

Operator : MD\SY

Sample : J3811-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

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

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

1.65 1034.69 ug/1 79732400 Pentafluorobenzene 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Alanine 89 C3H7NO2 000338-69-2 2
2 Carbon dioxide 44 C02 000124-38-9 2
3 Nitrous oxide 44 N20 010024-97-2 2
4 Ethvlene oxide 44 C2H40 000075-21-8 2
5 Ethyne, fluoro- 44 C2HF 002713-09-9 2

Abundance Scan 19 (1.651 min): VN049693.D (-3) (-) 43.95 100.00%

44
5000

1.70 1.80 1.90 2.00 2.10
10.61%

o I NN N . S — R Y £ 2 SO )

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2153: D-Alanine
44

5000 R RS s
1.70 1.80 1.90 2.00 2.10

28 m/z 46.00 3.85%

o . 38, 55 63 74 82 90
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance

44

1.70 1.80 1.90 2.00 2.10

5000 m/z 47.00 0.05%
162228
O e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #83: Nitrous oxide
44 1.70 1.80 1.90 2.00 2.10

m/z 40.90 0.01%

5000
30

o

m/z--> 10 20 30 40

50 60 70 80 90 100 110 120

1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70318\
Data File : VN049693.D

Aca On : 3 Jul 2018 15:03

Operator : MD\SY

Sample : J3811-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062918W._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 2 Acetic acid Concentration Rank 4

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

8.31 11.15 ug/Il 1103730 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 90
2 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 64
3 Ammonium acetate 77 C2H7NO2 000631-61-8 43
4 Cvclohexan-1.4.5-triol-3-one-1-c... 190 C7H1006 1000128-45-5 40
5 Hydroperoxide, l-methylpentyl 118 C6H1402 024254-55-5 36

Abundance Scan 2090 (8.310 min): VN049693.D (-2042) (-) m/z 42.95 100.00%
60
5000
800 820 840 860
0 b 2 e e et | M/Z 45.00  92.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #262: Acetic acid
4
60
5000 A R R R R
15 8.00 8.20 8.40 8.60
- m/z 59.95 65.42%
0"MI'H”IM'”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
45 60
0 800 820 840 860
5000 m/z 42.00 17 .04%
15
L L L S B B B L L S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #980: Ammonium acetate R E e AR
ile] 8.00 8.20 8.40 8.60
17 60 m/z 44.00 14.20%
N W«///‘/\/\\/W\/
‘ o
Ottt e e R S R
m/z--> 200 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70318\
Data File : VN049693.D

Aca On : 3 Jul 2018 15:03

Operator : MD\SY

Sample : J3811-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062918W._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 3 Benzene, l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.66 29.98 ug/1 18267900 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. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3443 (12.660 min): VN049693.D (-3431) (-) m/z 105.00 100.00%
105
5000
120
77 91 1240 1260 12°80 1300
39 51 65 12.40 12.60 12.80 13.00
Ol e pep b M 298193 209 1 Fz77120.00 30.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000 HR AU BN SURIUSA B
120 12.40 12.60 12.80 13.00
m/z 77.00 11.60%
15 27 951 65 71 9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
12.40 12.60 12.80 13.00
5000 m/z 91.00 11.16%
120
15 27 39 51 65 77 91
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105 12.40 12.60 12.80 13.00
m/z 105.95 8.60%
120
5000

21 3\9 5\1 65 7\7\ 9\1 il

MMM SRR S S S

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\VNO70318\
Data File : VN049693.D

Aca On : 3 Jul 2018 15:03

Operator : MD\SY

Sample : J3811-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062918W._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 5 o0-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.24 6.52 ug/Il 3976280 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 p-Cvmene 134 C10H14 000099-87-6 97
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 97
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
Abundance Scan 3623 (13.239 min): VN049693.D (-3612) (-) m/z 119.00 100.00%
119
5000
o1 134
39 51 65 77 103 13.00 13.20 13.40 13.60
o S vl Y W | Gl L8 191 207 n777134 00 28.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14810: o-Cymene
119
5000
13.00 13.20 13.40 13.60
91 134 m/z 91.00 22.85%
15 27 ﬁ? 51 65 77 | 103 |
[o) M .‘... ”‘\”\ ‘.‘...“ T N —
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
13.00 13.20 13.40 13.60
5000 m/z 117.00 13.85%
o1 134
. 27 41 53 65 77 103
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 13.00 13.20 13.40 13.60
m/z 120.00 9.89%
5000
134
91
sm e lw L L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70318\
Data File : VN049693.D

Aca On : 3 Jul 2018 15:03

Operator : MD\SY

Sample : J3811-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062918W._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 6 Benzene, l-ethenyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.54 10.55 ug/Il 6427830 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 64
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
3 Benzene. l1l-propenvl- 118 C9H10 000637-50-3 64
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
5 Indane 118 C9H10 000496-11-7 53
Abundance Scan 3717 (13.541 min): VN049693.D (-3712) (-) m/z 105.00 100.00%
105
5000
3 63 77 ‘ 1 13.20 13.40 13.60 13.80
Olrrr et "...,..'I!.,I| ,...|~.,.1?9.,....,.1.9.1.,?9.9.,.... 28l Tm/z 117.00  82.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117
5000
13.20 13.40 13.60 13.80
91 m/z 118.00 45.20%
39 88 77
0‘
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 28.75%
91
o2 51 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8962: Benzene, 1-propenyl-
117 13.20 13.40 13.60 13.80
m/z 134.00 18.90%
5000
91
) o7 01 77
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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO70318\
Data File : VN049693.D

Aca On : 3 Jul 2018 15:03

Operator : MD\SY

Sample : J3811-05

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062918W._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 7 Benzene, 1l-methyl-4-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.74 5.25 ug/Il 3202470 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 94
2 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 91
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 91
4 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 83
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 72
Abundance Scan 3779 (&)3.741 min): VN049693.D (-3769) (-) m/z 105.00 100.00%
105
5000
134 '|“4¥P'A|“"w'“|
77 91 13.40 13.60 13.80 14.00
39
Obrrr et b b 59 L 101200 281 1 T 7934 05 22.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
13.40 13.60 13.80 14.00
. 134 m/z 77.00 10.17%
0 27 ) 5\1 m M 91 \‘ 119
m/z--> 20 40 eb 80 160 150 110 160 180 200 220 240 260 280
Abundance
105
13.40 13.60 13.80 14.00
5000 m/z 106.00 9.39%
134

15 39 6379 119

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 /\
Abundance #14848: Benzene, (1-methylpropyl)- AT

13.40 13.60 13.80 14.00
m/z 91.00 8.15%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO70318\
Data File : VN049693.D

Acq On : 3 Jul 2018 15:03

Operator : MD\SY

Sample - J3811-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062918W._M
Quant Title : 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 1034.7 ug/l 79732400 1 7.67 3852980 50.0
Acetic acid 8.31 11.2 ug/1 1103730 2 8.59 4951530 50.0
Benzene, l-ethyl-_... 12.66 30.0 ug/1 18267900 4 13.35 30471800 50.0
o-Cymene 13.24 6.5 ug/l 3976280 4 13.35 30471800 50.0
Benzene, l-etheny... 13.54 10.6 ug/l 6427830 4 13.35 30471800 50.0
Benzene, l-methyl... 13.74 5.3 ug/l 3202470 4 13.35 30471800 50.0
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