LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121919\
Data File : VU036291.D

Aca On : 19 Dec 2019 18:34

Operator : JC/MD

Sample - K6282-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 U\METHOD\SOMUTR121319WMA_.M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.373 4 10 21 rBv3 50635 58650 6.58% 0.630%
2 1.617 76 86 99 rBv 184906 220031 24.67% 2.365%
3 1.704 109 113 120 rvVvB 12406 14226 1.60% 0.153%
4 1.935 176 185 198 rVB 141367 187659 21.04% 2.017%
5 2.598 376 391 403 rBV 201337 332497 37.28% 3.574%
6 2.665 404 412 423 rVB 11076 19058 2.14% 0.205%
7 4.684 1025 1040 1082 rBvV 131356 402177 45.09% 4.323%
8 5.112 1156 1173 1196 rBV 176302 402590 45.14% 4.328%
9 5.771 1353 1378 1399 rBv2 339017 883779 99.09% 9.501%
10 6.292 1525 1540 1561 rBV 297941 577990 64.81% 6.213%

11 6.581 1617 1630 1647 rBV 176256 336117 37.69% 3.613%
12 6.732 1661 1677 1698 rBV2 212154 421239 47.23% 4.528%
13 6.922 1728 1736 1748 rVB7 5676 9785 1.10% 0.105%
14 7.601 1933 1947 1968 rBV2 95810 180078 20.19% 1.936%
15 7.932 2034 2050 2062 rBV 368855 648630 72.73% 6.973%

16 8.002 2062 2072 2088 rVB 184570 327520 36.72% 3.521%
17 8.211 2126 2137 2152 rBV 63103 113112 12.68% 1.216%
18 8.678 2268 2282 2318 rBV 342076 891883 100.00% 9.588%
19 8.822 2320 2327 2345 rVB3 29562 60556 6.79% 0.651%
20 9.446 2508 2521 2543 rBV 451893 788877 88.45% 8.480%

21 10.379 2801 2811 2829 rBV6 19049 36095 4._05% 0.388%
22 10.784 2923 2937 2955 rBV 181347 306672 34.38% 3.297%
23 11.716 3211 3227 3240 rBvV4 42706 67980 7.62% 0.731%

24 11.835 3251 3264 3287 rVB 389566 679780 76.22% 7.308%
25 12.218 3368 3383 3401 rBvV 366868 622696 69.82% 6.694%

26 12.909 3586 3598 3614 rBV2 113838 174471 19.56% 1.876%

27 13.671 3827 3835 3846 rVB 6420 9684 1.09% 0.104%
28 13.983 3920 3932 3948 rBV2 121190 199302 22.35% 2.142%
29 14.105 3960 3970 3980 rBV 48801 77200 8.66% 0.830%
30 14.176 3984 3992 4000 rVB4 17976 25218 2.83% 0.271%
31 14.694 4143 4153 4162 rVB2 18352 27348 3.07% 0.294%
32 14.858 4194 4204 4214 rVB3 27421 42269 4.74% 0.454%
33 15.063 4259 4268 4278 rBV3 14994 22878 2.57% 0.246%
34 15.330 4342 4351 4359 rBV6 12226 18983 2.13% 0.204%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121919\
Data File : VU036291.D

Aca On : 19 Dec 2019 18:34

Operator : JC/MD

Sample : K6282-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121319WMA_M
Title - TRACE VOA SOMO1.0

35 16.134 4593 4601 4613 rBVS 26411 46691 5.24% 0.502%
36 16.324 4651 4660 4670 rBV2 45478 68642 7.70% 0.738%

Sum of corrected areas: 9302363
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121919\
VU036291.D

19 Dec 2019 18:34

JC/MD

K6282-10

25_0mL/MSVOA U/WATER

15 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121319WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU036291.D
400000
5.77
300000 6.29
6.7
1.62 2.60
200000 511 6.58
4.68
100000
0 ..,....,....,....,....,....,..L,...L.,..
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VU036291.D
9|45
400000 11.84
7.93 12,
8.68
300000
200000 8.00 10.78
100000 7.60
8.21
8.82 11.7
10.38
6.92 A
L e B e e L e S
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU036291.D
400000
300000
200000
12.91 13.98
100000
14.11 16.32
4.18 14.6848615 o6 16,13
13.67 \ AN e 1533
L e e B e B B e i e e Sttt
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121919\
Data File : VU036291.D

Aca On : 19 Dec 2019 18:34

Operator : JC/MD

Sample : K6282-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121319WMA .M
TRACE VOA SOM01.0

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 (DEL) Alkane: Cyclicl.37 Concentration Rank 5

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

1.37 0.51 ug/L 58650 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cvclopronene 40 C3H4 002781-85-3 9
4 Cvclopropane 42 C3H6 000075-19-4 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 9 (1.369 min): VU036291.D (-4) (-) m/z 41.10 100.00%

m/z--> 100 120 140 160 180 200
Abundance #57. Propene

5000
1.40 1.50 1.60 1.70 1.80

m/z 42.10 55.65%

5000
208 1.40 150 1.60 1.70 1.80
O e e M/z 39010 79,175

0.,....,....,....,....,....,....,....,.... R R A EEaas
m/z--> 100 120 140 160 180 200
Abundance
41
1.40 1.50 1.60 1.70 1.80
5000 7 m/z 43.10 40.18%
2 15
(O L o o L LI I o o o o o
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #50: Cyclopropene
39 1.40 150 1.60 1.70 1.80
m/z 44_.00 31.77%
5000
26
1 S ——
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.40 150 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121919\
Data File : VU036291.D

Aca On : 19 Dec 2019 18:34

Operator : JC/MD

Sample : K6282-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121319WMA .M
TRACE VOA SOM01.0

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 Octanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.72 0.50 ug/L 67980 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal 128 C8H160 000124-13-0 86
2 Octanal 128 C8H160 000124-13-0 64
3 Octanal 128 C8H160 000124-13-0 59
4 Octanal 128 C8H160 000124-13-0 53
5 3-Chlorohexane 120 C6H13ClI 002346-81-8 43
Abundance Scan 3228 (11.719 min): VU036291.D (-3211) (-) m/z 41.10 100.00%
41 5
67 84
5000
T 077 | | 93 1TO 110 11.40 11.60 11.80 12.00
o 41 e 1 PO N — m/z 55.00 91.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12422: Octanal
4 57
84
5000 29 69
11.40 11.60 11.80 12.00
m/z 57.10 88.15%
T
0 "I'%?'I'"ll""l'j'ﬁqw'll"l'ﬁH'??\'ﬂ*'I'J'“l"'d""l""l""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
| nJ
56 USRI NS SRR BN
84 11.40 11.60 11.80 12.00
5000 29 m/z 56.00 80.40%
69
100
o 12 36 77 1 110 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12423: Octanal  ERma B Ry
43 11.40 11.60 11.80 12.00
56 m/z 43.10 79.84Y%
29
5000 84
69
100
X S o | ™S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121919\
Data File : VU036291.D

Aca On : 19 Dec 2019 18:34

Operator : JC/MD

Sample : K6282-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121319WMA .M
TRACE VOA SOM01.0

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 Nonanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.91 1.28 ug/L 174471 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 86
2 Nonanal 142 C9H180 000124-19-6 72
3 Cvclohexanol. 2-methvl-. cis- 114 C7H140 007443-70-1 42
4 Cvclohexanol. 2-methyl-. trans- 114 C7H140 007443-52-9 42
5 Cyclohexanol, 2-methyl-, cis- 114 C7H140 007443-70-1 38
Abundance Scan 3598 (12.909 min): VU036291.D (-3586) (-) m/z 57.10 100.00%
41 5[
5000
70 o 98
91 114 12.60 12.80 13.00 13.20
o % vl m/z 41.10 85.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19922: Nonanal
57
41
98
5000 70 R U
29 82 12!60 12fso 13!00 13)20 '
m/z 55.10 67.74%
114
. ol Il ‘\_91“\ N
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41 57
29 LU SR SN
12.60 12.80 13.00 13.20
5000 70 m/z 56.10 61.31%
82 08
o 50 o1 10611* 124
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7589: Cyclohexanol, 2-methyl-, cis- A RERRsmEEEE SR
57 8 12.60 12.80 13.00 13.20
68 9% m/z 43.10 59.35%
5000
41
29 ‘ ‘ 114
TR U= 1 O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121919\
Data File : VU036291.D

Aca On : 19 Dec 2019 18:34

Operator : JC/MD

Sample : K6282-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121319WMA .M
TRACE VOA SOM01.0

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 Benzene, l-methyl-2-nitro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.98 1.47 ug/L 199302 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-nitro- 137 C7H7NO2 000088-72-2 96
2 Benzene. l1l-methvl-2-nitro- 137 C7H7NO2 000088-72-2 91
3 Benzene. l1l-methvl-2-nitro- 137 C7H7NO2 000088-72-2 90
4 Benzene. l1l-methvl-2-nitro- 137 C7H7NO2 000088-72-2 90
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 72
Abundance Scan 3931 (13.980 min): VU036291.D (-3920) (-) m/z 120.10 100.00%
65 120
91
5000
39 I I S
106 | 137 13.60 13.80 14.00 14.20
0 e e eee || m/z 65.10  90.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16661: Benzene, 1-methyl-2-nitro-
65 120
92
5000 AU AU SV I
39 13.60 13.80 14.00 14.20
m/z 91.10 71.32%
s 137
ol 15 106
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
120
6 AR RARER s s
91 13.60 13.80 14.00 14.20
5000 m/z 92.10 56 .56%
39
137
ol 15 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16662: Benzene, 1-methyl-2-nitro- T e m pa s
6! 13.60 13.80 14.00 14.20
m/z 63.00 31.67%
120
5000 39 92
o} R Ha e me
m/z--> 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121919\
Data File : VU036291.D

Aca On : 19 Dec 2019 18:34

Operator : JC/MD

Sample : K6282-10

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121319WMA .M
TRACE VOA SOM01.0

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, 1,2-dichloro-4-nitro- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.32 0.50 ug/L 68642 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-dichloro-4-nitro- 191 C6H3CI2NO2 000099-54-7 99
2 3.5-Dichloronitrobenzene 191 C6H3CI2NO2 000618-62-2 98
3 Benzene. 1.2-dichloro-4-nitro- 191 C6H3CI2NO2 000099-54-7 97
4 Benzene. 1.2-dichloro-3-nitro- 191 C6H3CI2NO2 003209-22-1 96
5 Benzene, 1,2-dichloro-3-nitro- 191 C6H3CI2NO2 003209-22-1 87

Abundance Scan 4659 (16.320 min): VU036291.D (-4651) (-) m/z 145.00 100.00%
109 145
191
74
5000
50 1600 1690 16,40 1660
3 207221 281 16.00 16.20 16.40 16.60
ol 253 m/z 109.00 97.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53900: Benzene, 1,2-dichloro-4-nitro-
109 145
191
74
5000 AARARRNRARRA RS AN RARRY
161 16.00 16.20 16.40 16.60
30 g m/z 191.00 76.80%
ol 16 3 124 175
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
109 145
74 16!00 16)20 16!40 16)60 '
5000 191 m/z 73.95 65.85%
30
50
ol 16 88 126 161175
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53909: Benzene, 1,2-dichloro-4-nitro-
16.00 16.20 16.40 16.60
m/z 146.90 59.95%
5000
0‘ bt -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121919\
Data File : VU036291.D

Acq On : 19 Dec 2019 18:34

Operator : JC/MD

Sample - K6282-10

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 15 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121319WMA .M
TRACE VOA SOMO01.0

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]
(DEL) Alkane: Cyc... 1.37 0.5 ug/L 58650 1 6.29 577990 5.0
Octanal 11.72 0.5 ug/L 67980 3 11.84 679780 5.0
Nonanal 12.91 1.3 ug/L 174471 3 11.84 679780 5.0
Benzene, l-methyl... 13.98 1.5 ug/L 199302 3 11.84 679780 5.0
Benzene, 1,2-dich... 16.32 0.5 ug/L 68642 3 11.84 679780 5.0
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