LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 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 V\METHOD\SOMVTR052620WMA .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 1.316 61 70 79 rBv 45031 52303 1.73% 0.483%
2 1.412 83 100 120 rBV 28727 140342 4.64% 1.295%
3 1.582 147 153 168 rvB2 42433 82758 2.74% 0.764%
4 1.968 264 273 290 rVB 124979 172651 5.71% 1.593%
5 2.126 313 322 336 rVB 73423 105717 3.50% 0.976%
6 2.550 437 454 467 rVB3 46343 98468 3.26% 0.909%
7 2.782 513 526 546 rVB2 84608 178360 5.90% 1.646%
8 3.058 599 612 629 rBV 87795 175143 5.79% 1.616%
9 3.315 675 692 725 rVB 432194 1011541 33.47% 9.335%
10 3.785 821 838 863 rBV2 119685 302380 10.00% 2.791%

11 3.942 873 887 916 rBV 38797 134052 4.43% 1.237%
12 4_.380 1003 1023 1054 rBV3 67560 188979 6.25% 1.744%
13 4.704 1108 1124 1140 rVB3 15584 38329 1.27% 0.354%
14 5.074 1223 1239 1243 rBV2 135677 269821 8.93% 2.490%
15 5.126 1243 1255 1282 rVV 1390799 3022664 100.00% 27.895%

16 5.643 1404 1416 1438 rBV 126128 250784 8.30% 2.314%
17 6.097 1541 1557 1568 rBV2 75613 154935 5.13% 1.430%

18 6.155 1569 1575 1589 rVB4 17697 34092 1.13% 0.315%
19 7.010 1831 1841 1859 rBV2 35866 63708 2.11% 0.588%
20 7.338 1931 1943 1958 rBvV 161325 273324 9.04% 2.522%
21 7.415 1958 1967 1980 rVB 23751 41926 1.39% 0.387%
22 7.646 2029 2039 2053 rBvV2 21396 38777 1.28% 0.358%

23 8.116 2175 2185 2219 rBV 174448 326649 10.81% 3.015%
24 8.875 2409 2421 2424 rBV 204765 291717 9.65% 2.692%
25 8.900 2424 2429 2445 rVB 342398 559164 18.50% 5.160%

26 9.035 2461 2471 2482 rBV 50951 80499 2.66% 0.743%
27 9.158 2497 2509 2527 rBV 378317 601945 19.91% 5.555%
28 9.566 2625 2636 2655 rBV 66651 111838 3.70% 1.032%
29 9.952 2743 2756 2770 rBvV 146391 225643 7.47% 2.082%

30 10.238 2826 2845 2856 rBV 54967 92364 3.06% 0.852%
31 10.376 2876 2888 2902 rBV2 64491 105522 3.49% 0.974%
32 10.470 2903 2917 2921 rVV2 23895 42172 1.40% 0.389%
33 10.502 2921 2927 2938 rVVv4 39609 68393 2.26% 0.631%
34 10.563 2938 2946 2956 rVB 24792 36219 1.20% 0.334%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO52620WMA .M
TRACE VOA SOMO1.0

35 10.759 2997 3007 3021 rVB 120400 183101 6.06% 1.690%

36 10.936 3053 3062 3079 rVB 62512 95124 3.15% 0.878%
37 11.270 3155 3166 3184 rBV2 207670 380692 12.59% 3.513%
38 11.357 3184 3193 3216 rVB 107473 178014 5.89% 1.643%
39 11.550 3243 3253 3272 rVV2 73494 140159 4.64% 1.293%
40 11.650 3272 3284 3304 rVB3 185480 373643 12.36% 3.448%

41 12.039 3395 3405 3425 rVB 30447 49573 1.64% 0.457%
42 12.344 3488 3500 3515 rBV3 38466 62248 2.06% 0.574%
Sum of corrected areas: 10835733
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
VV016251.D

28 May 2020 00:59

SY/MD

L2766-08

25.0mL/MSVOA V/WATER

39 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .M
TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 Sulfur dioxide Concentration Rank 5

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

1.41 2.80 ug/L 140342 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
4 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9

Abundance Scan 99 (1.409 min): VV016251.D (-83) (-) m/z 63.90 100.00%
64
48
5000
4o 120 140 160 180
O B L B e B O e m/z 47.95 56.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #357: Sulfur dioxide
64
5000 48 N P R N
1.20 140 160 1.80
m/z 65.90 5.48%
16 32
) .
I I [ I I I I I [ | | I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
64
48 120 140 160 180
5000 m/z 44.00 4_07%
42
0 58 71 81 94 111
IS UL UL SRR UL UL UL SULIL UL SUL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6177: Aminomethanesulfonic acid B AN B o
64 1.20 140 160 1.80
m/z 49.90 2.89Y%
5000 48
17
o | o4 32 42 58 |, 76 9% |
miz--> 10 20 30 40 50 60 70 8 9 100 110 120 140 160 180
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 2 Ethyl ether Concentration Rank 4

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

1.97 3.44 ug/L 172651 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl ether 74 C4H100 000060-29-7 90
2 Ethvl ether 74 C4H100 000060-29-7 90
3 Ethvl ether 74 C4H100 000060-29-7 90
4 Ethvl ether 74 C4H100 000060-29-7 90
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 53

Abundance Scan 274 (1.971 min): VV016251.D (-264) (-) m/z 58.95 100.00%
59
45 74
5000
- o | s T8 1 2bo 2k s
Oy e e m/z 45.00 75.42%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #841: Ethyl ether
31
5000 59 A AR RN AN
45 74 160 180 200 220 2.40
15 27 m/z 74.00 73 .15%
0 | 19 24, 41 55 70
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
31
160 1.80 2.00 2.20 2.40
5000 59 m/z 43.00 21.81%
27 45
15 74
0 2 41
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #840: Ethyl ether
3 1.60 1.80 2.00 2.20 2.40
59 m/z 41.00 12 _.89%
5000 45 74
27
1519 | 4\1\ |
O T T T T e T T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

2.55 1.96 ug/L 98468 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 53
4 Pentane 72 C5H12 000109-66-0 50
5 trans-2,3-Epoxydecane 156 C10H200 054125-39-2 38

Abundance Scan 454 (2.550 min): VV016251.D (-437) (-) m/z 43.00 100.00%
43
5000 7
57
| 1| e 19 220 2.40 2.60 2.80 '
-+t m/z 42.00 53.08%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1823: Pentane, 2-methyl-
43
5000
= 220 2.40 2.60 2.80
27 . m/z 40.95 38.67%
0'?”}i"”I'”'I”'W§§”I'”'I”"P"'"”I'”'I”"P'
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
220 2.40 2.60 2.80
5000 m/z 71.05 37.73%
27 71
) 15 57 86
e e R U UL I L A B SRS SRS LN B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1830: Butane, 2,3-dimethyl-
a4 220 240 2.60 2.80
m/z 39.00 18.36%
5000
71
27 ‘
55 86
0'I”}a'M'M'ﬂl”'Wﬂ”'P'”l”'W'”'"”I”'W'”'P'
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

3.06 3.49 ug/L 175143 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 91
3 n-Hexane 86 C6H14 000110-54-3 83
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 50
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 42

Abundance Scan 613 (3.061 min): VV016251.D (-599) (-) m/z 57.10 100.00%
57
41
5000
| % 280 3.00 320 340
37 53| 636771 Saghe : '
0““mvmvmvmvmvmvmvmvmhmvmmeLPMPMHMPNP“W“W“W m/z 41.00 72.69%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57
41
5000
2.80 3.00 3.20 3.40
29 86 m/z 42.95 65 .35%
o 15 | 37| 4953 6165 't 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43 97 N
29 280 3.00 3.0 3.40
5000 m/z 56.00 51.38%
39 86
. 2 15 53 71
AL L Ly S AR AR AR LAALA LA LALLY LA LAY LARL AR LARL) LR LA LA LR AR R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane T
57 2.80 3.00 3.20 3.40
43 m/z 42.00 35.06%
29
5000
39
15 86
o 2 2 L 53] i
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.80 300 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 Diisopropyl ether Concentration Rank 1

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

3.32 20.17 ug/L 1011540 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisopropvl ether 102 C6H140 000108-20-3 86
2 Diisopropvl ether 102 C6H140 000108-20-3 83
3 Diisopropvl ether 102 C6H140 000108-20-3 83
4 Ether. 2-chloro-1-methvlethvl is... 136 C6H13CIO 098277-76-0 64
5 Acetoin 88 C4H802 000513-86-0 59

Abundance Scan 693 (3.319 min): VV016251.D (-675) (-) m/z 44.95 100.00%
45
5000 ﬂ
87 S H G
ﬂ 59 o9 102 300 320 3.40 3.60
| AT X Y S N N PU— S m/z 43.00 48.99%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4429: Diisopropyl ether
45
5000 "|"" R AN L
3.00 3.20 3.40 3.60
50 87 m/z 87.00 24 .91%
o 15 2 39 © 69 78 102
mz> 10 20 % 40 %0 e 7 8% % 100 1o
Abundance
45
300 320 340 3.60
5000 m/z 41.00 17.53%
87
59
o 27 39 69 102
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4423: Diisopropy! ether
45 3.00 3.20 3.40 3.60

m/z 59.00 10.46%

5000
87
59
0 15 2‘7 39 69 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 6 (DEL) Alkane: Cyclic3.78 Concentration Rank 2

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

3.78 6.03 ug/L 302380 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
4 Cvclohexane 84 C6H12 000110-82-7 78
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78

Abundance Scan 836 (3.778 min): VV016251.D (-821) (-) m/z 56.00 100.00%

56
41
5000 69

84 340 360 380 4.00 4.20
34 | 51| 6165, 79
o} -1 111 w11 T2 X271 PSS S0 M m/z 41.00

56.22%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl

' 56
41
5000 69

3.40 3.60 3.80 4.00 4.20

o8 m/z 69.10 43.48%
84
15 il 5\1 | 65\\ , 1 ‘
0........,....,....,....,....,....,....,....,....,....,....,...,...,....,....,....,....,....,....,....I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 3.40 3.60 3.80 4.00 4.20
5000 m/z 55.00 27.21%
. 69
84
o 1 15 3337 51 | 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl- R iE e
56 340 3.60 3.80 4.00 4.20
27 m/z 39.00 25.04%
5000

42
38‘ ‘ 84
0 1 |

m/z--> 0 5 10 15 20 25 30 35 40

5 50 55 60 65 70 75 80 85 90

3.40 3.60 380 4.00 4.20
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Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .M

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 8 Benzene, propyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.38 1.39 ug/L 105522 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 91
2 Benzene. propvl- 120 C9H12 000103-65-1 64
3 Benzene. propvl- 120 C9H12 000103-65-1 52
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 50
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 50

Abundance Scan 2889 (10.379 min): VV016251.D (-2876) (-) m/z 91.00 100.00%
o
5000
120
j3 50 ﬁ7 ql 78 99 | 128 10.00 10.20 10.40 10.60
Olr e et et b L b 20 m/z 120.10 21.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9407: Benzene, propyl-
9
5000
10.00 10.20 10.40 10.60
65 120 m/z 57.00 16.31%
o 15 2 B Sl | B 105
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
91
10.00 10.20 10.40 10.60
5000 m/z 43.00 15.79%
120
27 39 s 6 78 105
O R R T I R L s Se
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9406: Benzene, propyl-
o9 10.00 10.20 10.40 10.60
m/z 71.10 13.64%
5000
120
o 15 27 39 51s® 78 | 106 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 9 Benzene, l-ethyl-3-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.47 0.55 ug/L 42172 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 97
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
Abundance Scan 2917 (10.470 min):W016251.D(—2903)d)(—) m/z 105.00 100.00%
105
5000
120
39 5155 65 9|1 10.20 10.40 10.60 10.80
Ol s e et il sl m/Zz 120.00  32.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.20 10.40 10.60 10.80
o1 m/z 91.00 13.37%
J 12 % sieges T T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
10.20 10.40 10.60 10.80
5000 m/z 77.00 12.31%
120
27 3 Blgges 7T, Ny, 113
O R T o S s = LIS
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 10.20 10.40 10.60 10.80

m/z 79.00 9.80%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.20 10.40 10.60 10.80

SOMVTRO052620WMA .M Thu May 28 18:05:28 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 10 unknown-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.50 0.90 ug/L 68393 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.7-Nonadien-2-one. 8-methvl-. (E)- 152 C10H160 035408-14-1 38
2 Ethanone. 1l-cvclopropvl- 84 C5H80 000765-43-5 38
3 Ethanone. 1l-cvclopropvl- 84 C5H80 000765-43-5 35
4 Cvclopropane. (1.2-dimethvlpropvl)- 112 C8H16 006976-27-8 35
5 2-Thiophenecarboxaldehyde, oxime 127 C5H5NOS 029683-84-9 27
Abundance Scan 2926 (10.498 min): VV016251.D (-2921) (-) m/z 43.00 100.00%
43 69
127
5000

‘” 10.20 10.40 10.60 10.80

0 -l m/z 69.05 87.96%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #25197: 3,7-Nonadien-2-one, 8-methyl-, (E)-
69
41
5000 84
10.20 10.40 10.60 10.80
94 m/z 127.05 70.31%
O e T T T e R T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43 69
R R e T
10.20 10.40 10.60 10.80
5000 o m/z 109.00 55.13%
27 55
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1434: Ethanone, 1-cyclopropyl-
43 69 10.20 10.40 10.60 10.80

m/z 84.00 49_70%

5000
84
15 27 ‘ -
0 | | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10. 20 10 40 10. 60 10.80

SOMVTRO052620WMA .M Thu May 28 18:05:30 2020

Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 11 Benzene, l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.76 2.40 ug/L 183101 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3007 (10.759 min): VV016251.D (-2997) (-) m/z 104.95 100.00%
105
5000
120
39 51, 65 7|7 9a 10.40 10.60 10.80 11.00
Ol oty i i il el m/Zz 120.10  30.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.40 10.60 10.80 11.00
20 . o1 m/z 77.00 12.92%
o 27 T Stse® e es | w3
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 91.00 12.83%
120
15 2 3 51665 o9l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 10.40 10.60 10.80 11.00

m/z 79.00 9.36%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.40 10.60 10.80 11.00

SOMVTRO052620WMA .M Thu May 28 18:05:31 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 12 Benzene, 1,2,4-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.94 1.25 ug/L 95124 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3063 (10.939 min):W016251.D(—3053)d)(—) m/z 104.95 100.00%
105
5000 120
39 51 o 65 7 g5 91 10.60 10.80 11.00 11.20
Ol e e 8Ll Tm/z 120.05  43.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9421: Benzene, 1,2,4-trimethyl-
105
120
5000
10.60 10.80 11.00 11.20
m/z 77.00 12.64%
o 15 27 3 Slsr s g le ||
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105
120 10.60 10.80 11.00 11.20
5000 m/z 90.95 11.11%
oL 15 27 ¥ slgges 1 %G
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
10.60 10.80 11.00 11.20
m/z 119.00 9.95%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20

SOMVTRO052620WMA .M Thu May 28 18:05:33 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 13 Mesitylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.36 2.34 ug/L 178014 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3194 (11.360 min): VV016251.D (-3184) (-) m/z 105.00 100.00%
105
5000 120
77
39 51 ., 65 o1 11.00 11.20 11.40 11.60
Oy b 9B 189 50 16 41.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9402: Mesitylene
105
120
5000 PN SUNE BRI B
11.00 11.20 11.40 11.60
m/z 77.00 15.00%
27 % Slgges 1 9 |
0 B — ‘:‘::i‘ o |||H S IH” S \”” SN
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11.00 11.20 11.40 11.60
5000 120 m/z 91.00 11.44%
77
ol 15 % 39 515565 a1 > o8 | 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 11.00 11.20 11.40 11.60
m/z 119.00 10.13%
120
5000
b 15 27 39 5l5865 Teaes | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60

SOMVTRO052620WMA .M Thu May 28 18:05:35 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 14 Indane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.55 1.84 ug/L 140159 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 95
3 Indane 118 C9H10 000496-11-7 91
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 90
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 90
Abundance Scan 3253 (11.550 min): VV016251.D (-3243) (-) m/z 116.95 100.00%
117
5000
91
39 51 63 77 | 103 134 11.20 11.40 11.60 11.80
o Y M S RSSO St | RS S m/z 118.00 55.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8950: Indane
117
5000 UL BN BN U
11.20 11.40 11.60 11.80
39 91 m/z 115.00 34.65%
27 51 63 103
0...,.%.5.,...‘:,...2‘,....ﬂ‘a..‘l,l‘a‘..ﬂqzz.8.4..‘i....,.‘..1.}9.1.‘,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
11.20 11.40 11.60 11.80
5000 m/z 91.00 17 .54%
91
ol 15 27 39 51 63 77 103110
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane
117 11.20 11.40 11.60 11.80
m/z 63.00 9.89%
5000
39 58 91
51
R N AN MO N I =" 10,30 |
m/z--> fo 25 §0 Jo 55 eb fo 85 95 160 110 150 1§0 150 11.20 11.40 11.60 11.80

SOMVTRO052620WMA .M Thu May 28 18:05:37 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 15 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.04 0.65 ug/L 49573 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
2 o-Cvmene 134 C10H14 000527-84-4 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95

Abundance Scan 3405 (12.039 min): VV016251.D (-3395) (-) m/z 119.00 100.00%
119
5000
134
91
39 51 g 65 7 | 105 11.80 12.00 12.20 12.40
Obrrrprrrr e e e b et bbb m/z 134.10 30.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119

5000
11.80 12.00 12.20 12.40

m/z 90.95 17.70%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

119
11.80 12.00 12.20 12.40
5000 m/z 77.00 10.54%
15 27 39 o5 77, OF K
51 &g 84 103 126

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene

11.80 12.00 12.20 12.40
m/z 120.00 10.53%

5000

15 27 41 51 5g 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40

SOMVTRO052620WMA .M Thu May 28 18:05:39 2020 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV052720\
Data File : VV016251.D

Aca On : 28 May 2020 00:59

Operator : SY/MD

Sample : L2766-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .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 16 (DEL) Alkane: Cyclicl2.34 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.34 0.82 ug/L 62248 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 47
2 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 43
3 3.7-Dimethvl-3-octvl methvlphosp... 238 C11H24F02P 159395-79-6 43
4 3-Nonene. 3-methvl-. (E)- 140 C10H20 069405-42-1 38
5 2-Octene, 4-ethyl-, (E)- 140 C10H20 074630-09-4 38

Abundance Scan 3499 (12.341 min): VV016251.D (-3488) (-) m/z 73.00 100.00%

5000

12.00 12.20 12.40 12.60

0 m/z 55.00 94 .56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
41 69
55
5000
29 125 12.00 12.20 12.40 12.60
83 m/z 70.10 74.59%
‘ 97 111 140
0 ‘\ | ‘\ ‘ | | ! ‘
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
73
SMMEY U N
55 12.00 12.20 12.40 12.60
5000 7 43 m/z 69.00 57.21%
83 111 129
o 18 65 95 11 M0 g5y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #91851: 3,7-Dimethyl-3-octyl methylphosphonofluoridate
5 70 12.00 12.20 12.40 12.60
m/z 41.00 56.17%
5000 a1
‘ 83 99 111 140
Oherrprregrrreprrriere bbb reteerr 22 e b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60

SOMVTRO52620WMA .M Thu May 28 18:05:41 2020 Page: 18



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV052720\
Data File : VV016251.D

Acq On : 28 May 2020 00:59

Operator : SY/MD

Sample - L2766-08

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR052620WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Sulfur dioxide 1.41 2.8 ug/L 140342 1 5.64 250784 5.0
Ethyl ether 1.97 3.4 ug/L 172651 1 5.64 250784 5.0
(DEL) Alkane: Str... 2.55 2.0 ug/L 98468 1 5.64 250784 5.0
(DEL) Alkane: Str... 3.06 3.5 ug/L 175143 1 5.64 250784 5.0
Diisopropyl ether 3.32 20.2 ug/L 1011540 1 5.64 250784 5.0
(DEL) Alkane: Cyc... 3.78 6.0 ug/L 302380 1 5.64 250784 5.0
Benzene, propyl- 10.38 1.4 ug/L 105522 3 11.27 380692 5.0
Benzene, l-ethyl-_.. 10.47 0.6 ug/L 42172 3 11.27 380692 5.0
unknown-01 10.50 0.9 ug/L 68393 3 11.27 380692 5.0
Benzene, l-ethyl-_... 10.76 2.4 ug/L 183101 3 11.27 380692 5.0
Benzene, 1,2,4-tr... 10.94 1.3 ug/L 95124 3 11.27 380692 5.0
Mesitylene 11.36 2.3 ug/L 178014 3 11.27 380692 5.0
Indane 11.55 1.8 ug/L 140159 3 11.27 380692 5.0
Benzene, 4-ethyl-... 12.04 0.7 ug/L 49573 3 11.27 380692 5.0
(DEL) Alkane: Cyc... 12.34 0.8 ug/L 62248 3 11.27 380692 5.0
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