LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112119\
Data File : VV013705.D

Aca On : 21 Nov 2019 11:43

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 5 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\SOMVTR111519WMA_.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

1.226 37 42 46 rBvV2 16135 14030 1.09% 0.092%
1.316 63 70 78 rVB 188816 183128 14.25% 1.196%
152 164 rBVY 149453 168850 13.14% 1.103%
1.647 164 173 182 rBV 380431 456648 35.54% 2.982%
1.820 219 227 238 rBV 101857 129514 10.08% 0.846%

abrwNPE
=
)]
\l
©
=
D
N

6 1.917 252 257 267 rVB2 27803 37864 2.95% 0.247%
7 1.994 276 281 288 rBV3 10683 14012 1.09% 0.091%
8 2.042 290 296 302 rvB2 23018 28732 2.24% 0.188%
9 2.126 313 322 345 rVB 277863 459243 35.74% 2.999%
10 2.524 434 446 449 rBVS 34854 60548 4.71% 0.395%
11 2.602 463 470 486 rVB4 37632 74783 5.82% 0.488%
12 2.788 514 528 541 rBV3 39780 80360 6.25% 0.525%
13 3.071 608 616 627 rVB4 11628 17645 1.37% 0.115%
14 3.306 683 689 701 rVB5 12212 22865 1.78% 0.149%
15 3.402 709 719 730 rvVB7 9850 20344 1.58% 0.133%
16 3.483 730 744 756 rBV7 10093 28142 2.19% 0.184%
17 3.624 778 788 800 rvB9 10250 24067 1.87% 0.157%

18 3.804 828 844 861 rBv4 57556 152298 11.85% 0.994%
19 3.949 877 889 919 rBvV2 73931 273382 21.27% 1.785%
20 4.393 1011 1027 1052 rBV2 194322 519432 40.42% 3.392%

21 4.717 1113 1128 1141 rBV4 30758 76877 5.98% 0.502%
22 5.090 1226 1244 1276 rBV2 441341 1163001 90.50% 7.594%
23 5.656 1407 1420 1453 rBV 487102 1011217 78.69% 6.603%
24 5.942 1505 1509 1521 rVBS8 8526 13164 1.02% 0.086%
25 6.110 1547 1561 1591 rBV 244956 537985 41.87% 3.513%

26 6.839 1777 1788 1801 rVB7 8985 19509 1.52% 0.127%
27 7.023 1832 1845 1862 rBV 114860 214450 16.69% 1.400%
28 7.354 1935 1948 1961 rBV 519782 898759 69.94% 5.868%
29 7.425 1961 1970 1985 rVB 224606 392684 30.56% 2.564%
30 7.659 2033 2043 2060 rBV2 71053 124489 9.69% 0.813%

31 8.138 2180 2192 2236 rBV2 291906 892368 69.44% 5.827%
32 8.891 2411 2426 2447 rBV 739448 1211460 94.28% 7.910%
33 9.052 2462 2476 2492 rBV 251723 407864 31.74% 2.663%
34 9.174 2500 2514 2539 rBvV 777193 1285015 100.00% 8.390%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112119\
Data File : VV013705.D

Aca On : 21 Nov 2019 11:43

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 5 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\SOMVTR111519WMA .M
TRACE VOA SOMO1.0

35 9.582 2629 2641 2653 rBvV 182065 294218 22.90% 1.921%

36 9.974 2751 2763 2773 rVB3 18660 33686 2.62% 0.220%
37 10.254 2840 2850 2868 rBV2 166376 272804 21.23% 1.781%
38 10.392 2881 2893 2911 rBV 50794 97458 7.58% 0.636%

39 10.486 2911 2922 2940 rVV 157764 351178 27.33% 2.293%
40 10.579 2942 2951 2960 rVB 76597 115661 9.00% 0.755%

41 10.778 3003 3013 3034 rBV 68155 119305 9.28% 0.779%
42 10.955 3056 3068 3082 rBVY 296315 464760 36.17% 3.035%
43 11.289 3160 3172 3190 rBV 777899 1227985 95.56% 8.018%
44 11.376 3190 3199 3211 rVB 67623 109547 8.52% 0.715%
45 11.569 3247 3259 3270 rBV2 53997 101537 7.90% 0.663%

46 11.666 3278 3289 3309 rVB 548436 888509 69.14% 5.801%

47 11.955 3369 3379 3383 rBV4 12301 19615 1.53% 0.128%
48 12.058 3402 3411 3418 rBV2 15705 27620 2.15% 0.180%
49 12.158 3435 3442 3454 rVB3 16359 27080 2.11% 0.177%
50 12.457 3524 3535 3542 rBV2 12194 20337 1.58% 0.133%
51 12.505 3542 3550 3561 rVB3 18719 30435 2.37% 0.199%
52 12.765 3621 3631 3640 rBV5 11681 19058 1.48% 0.124%
53 12.926 3667 3681 3694 rBv4 25320 45174 3.52% 0.295%
54 13.550 3864 3875 3890 rBV2 17581 34466 2.68% 0.225%
Sum of corrected areas: 15315162
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112119\
Data File : VV013705.D

Aca On : 21 Nov 2019 11:43

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vvial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR111519WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VV013705.D

700000

600000

500000 5.66
5.09

400000 1.65

300000
1.32
200000 15

100000

1.2

3.07 3.3.848.62
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VV013705.D

8.89 9|17 11429

700000

600000 11.67
7.35

500000

400000

8.14 10.96
300000 9.05

7.42
200000 10.25 10.49

7.02
100000 7.66 10 0. 5810 78 1138 5
6.84 ﬁL A \ 118501
0

T T
Time--> 7.00 7.50 8.00 8.50 9.00 9 50 10 OO 10.50 11.00 11. 50 12.00
Abundance TIC: VV013705.D

~I

700000

600000

500000

400000

300000

200000

100000

16 12260 12.7%2.93 13.55
0’\."*’7"."/\‘“.—’.‘"\.‘“./\—“.‘".—“._.“/.‘... == e e = — —

Time--> 12.50 13.00 13.50 14. OO 14 50 15. OO 15.50 16 00 16. 50 17 OO 17. 50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112119\
Data File : VV013705.D

Aca On : 21 Nov 2019 11:43

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR111519WMA .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: Straight-Chai... Concentration Rank 1

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

1.65 2.26 ug/L 456648 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 91
3 Butane. 2-methvl- 72 C5H12 000078-78-4 86
4 3-Buten-1-ol 72 C4H80 000627-27-0 43
5 Pentane 72 C5H12 000109-66-0 28

Abundance Scan 174 (1.650 min): VV013705.D (-164) (-) m/z 43.05 100.00%
a3
57
5000
72 140 1.60 1.80 2.00
Ol prrrr e .."l,..!.,...9.6,...1.1,?...,1.‘?7..,..1.7.?....2]97..,..2'.3’.?.2.5.9, m/z 41.05 87.01%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #714: Butane, 2-methyl-
a3
57
5000
1.40 1.60 1.80 2.00
29 m/z 42.10 84 .32%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
57 1.40 1.60 1.80 2.00
5000 29 m/z 57.10 76.18%
L1 15 72
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #712: Butane, 2-methyl- e e A
4 1.40 1.60 1.80 2.00
m/z 56.05 27.82%
57
5000 21
1 72
0‘
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112119\
Data File : VV013705.D

Aca On : 21 Nov 2019 11:43

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR111519WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

1.82 0.64 ug/L 129514 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 80
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 64
5 Oxirane, ethyl- 72 C4H80 000106-88-7 47

Abundance Scan 227 (1.820 min): VV013705.D (-219) (-) m/z 43.10 100.00%

5000

| .

1.40 1.60 1.80 2.00 2.20
90106 136153 175 217235 265 296 n/z 42.10 59_20%

0!

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #708: Pentane
5000 27
1.40 1.60 1.80 2.00 2.20
m/z 41.10 53.86%
72
0! 2
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
1.40 1.60 1.80 2.00 2.20
5000 m/z 39.10 18.95%
27
72
0 12
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #709: Pentane
43 1.40 1.60 1.80 2.00 2.20
m/z 57.05 16.04%
5000
1T
N — SSUEED Y |\
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112119\
Data File : VV013705.D

Aca On : 21 Nov 2019 11:43

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR111519WMA .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: Cyclic3.80 Concentration Rank 5

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

3.80 0.75 ug/L 152298 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 81
2 Cvclohexane 84 C6H12 000110-82-7 74
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72

Abundance Scan 843 (3.801 min): VV013705.D (-828) (-) m/z 56.10 100.00%
6
41
5000 69
| 84 106 132 04 3.40 3.60 3.80 4.00 4.20
o ol 206182 204 0 m/z 41.10 58.27%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
3.40 3.60 3.80 4.00 4.20
o8 o m/z 69.10 44 _23%
o 15
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
56
41 84
3.40 3.60 3.80 4.00 4.20
5000 . m/z 55.10 28.72%
69
, 15
o L UL I SIS WL B B W S B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1491: Cyclopentane, methyl-
56 3.40 3.60 3.80 4.00 4.20
m/z 39.00 25.22%
5000 41
69
27 ‘ ‘ 84
0 W"}?Pu"w”“wl'“'l"”l"'W""P"'I”"I'”'I'”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112119\
Data File : VV013705.D

Aca On : 21 Nov 2019 11:43

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR111519WMA .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-ethyl-3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.49 1.43 ug/L 351178 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 93
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
Abundance Scan 2923 (10.489 midr)w): VV013705.D (-2911) (-) m/z 105.05 100.00%
105
5000
120
77
39 51 65 ‘ 10.20 10.40 10.60 10.80
o! 130147 207 "m/z 120.05 33.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.20 10.40 10.60 10.80
o1 m/z 91.10 14.24%
15 2|7 39 5|1 ?IS 7||7 | I| i
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
105
10.20 10.40 10.60 10.80
5000 m/z 77.00 11.54%
120

15 27 39 51 65 7 91

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9426: Benzene, 1-ethyl-3-methyl-

105 10.20 10.40 10.60 10.80

m/z 103.10 9.39%
5000
120
27 39 51 g5 77 91
0 ...,....‘,‘..“r.‘,‘.‘...“‘,..‘l.,‘a‘...‘,‘....,....,....,....,....

m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112119\
Data File : VV013705.D

Aca On : 21 Nov 2019 11:43

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR111519WMA .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 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.96 1.89 ug/L 464760 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3070 (10.961 min): VV013705.D (-3056) (-) m/z 105.10 100.00%
105
5000 120
77 91 10.60 10.80 11.00 11.20
39 51 63
Obrr el 134188 207 | o750 10 44 44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.60 10.80 11.00 11.20
77 m/z 119.10 14.08%
39 91
'}?I?Z"h' ﬁ}'l?ﬁ 'MI""Ihl'”““"" DR B SR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
120 10.60 10.80 11.00 11.20
5000 m/z 77.10 10.82%
. 27 4951 65 7 9l
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 10.60 10.80 11.00 11.20
m/z 91.10 9.84%
120
5000

|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20

77 91
15 27 39 51 65 ]
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV112119\
Data File : VV013705.D

Acq On : 21 Nov 2019 11:43

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 5 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR111519WMA .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: Str... 1.65 2.3 ug/L 456648 1 5.66 1011220 5.0
(DEL) Alkane: Str... 1.82 0.6 ug/L 129514 1 5.66 1011220 5.0
(DEL) Alkane: Cyc... 3.80 0.8 ug/L 152298 1 5.66 1011220 5.0
Benzene, l-ethyl-_.. 10.49 1.4 ug/L 351178 3 11.29 1227990 5.0
Benzene, 1,2,3-tr... 10.96 1.9 ug/L 464760 3 11.29 1227990 5.0
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