LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017654.D

Aca On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA V/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 V\METHOD\SOMVTRO72320WMA .M
Title - TRACE VOA SOMO1.0

Signal - TIC: VV017653.D
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.312 62 69 78 rvVB 81193 80125 8.03% 1.067%
2 1.576 142 151 160 rBvV 50687 59786 5.99% 0.796%
3 1.643 164 172 183 rVB 67380 85254 8.55% 1.135%
4 1.817 219 226 241 rVB3 30137 51849 5.20% 0.690%
5 1.910 247 255 267 rBV2 20500 29002 2.91% 0.386%
6 1.994 275 281 286 rBV3 10283 11488 1.15% 0.153%
7 2.036 287 294 304 rVB2 30484 42904 4 _.30% 0.571%
8 2.119 308 320 332 rBV 113491 167875 16.83% 2.235%
9 2.499 430 438 439 rBV6 11250 12829 1.29% 0.171%
10 2.772 513 523 538 rVB3 12735 27208 2.73% 0.362%
11 3.048 603 609 618 rvB4 9956 14553 1.46% 0.194%
12 3.228 657 665 674 rBV5 6354 11954 1.20% 0.159%
13 3.283 674 682 696 rvB4 11133 23466 2.35% 0.312%
14 3.376 699 711 721 rBvVS 5671 12139 1.22% 0.162%
15 3.595 769 779 789 rVB6 7971 17424 1.75% 0.232%
16 3.679 795 805 820 rVB5 10190 24380 2.44% 0.325%
17 3.778 820 836 852 rBv4 20689 51001 5.11% 0.679%
18 3.968 877 895 899 rBV 28024 80030 8.02% 1.066%
19 4.373 1008 1021 1042 rBvV2 94161 225142 22.57% 2.998%
20 4.473 1042 1052 1054 rBvV2 11388 14104 1.41% 0.188%
21 4.691 1106 1120 1134 rBvV8 16111 42105 4.22% 0.561%
22 4.781 1134 1148 1166 rVB3 24920 62918 6.31% 0.838%
23 4.926 1184 1193 1202 rBv8 6764 12422 1.25% 0.165%

24 5.071 1220 1238 1250 rBV2 205952 493820 49.50% 6.576%
25 5.251 1281 1294 1311 rVB3 41729 112972 11.32% 1.504%

26 5.511 1363 1375 1387 rBV3 7348 16050 1.61% 0.214%
27 5.640 1403 1415 1437 rBV 198181 426224 42.72% 5.676%
28 6.097 1544 1557 1570 rBvV2 107277 222122 22.26% 2.958%

29 6.675 1720 1737 1750 rBV3 18817 41539 4.16% 0.553%
30 6.794 1761 1774 1788 rBV9 16014 43784 4_.39% 0.583%
31 6.855 1789 1793 1804 rVB9 5965 11565 1.16% 0.154%
32 7.010 1827 1841 1861 rVV 56886 108248 10.85% 1.441%
33 7.187 1890 1896 1911 rVB 5208 10166 1.02% 0.135%
34 7.283 1914 1926 1932 rBvV4 11355 20623 2.07% 0.275%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017654.D

Aca On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA V/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
Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .M
TRACE VOA SOMO1.0

35 7.338 1932 1943 1957 rVvVv 247289 424875 42.59% 5.658%

36 7.412 1957 1966 1982 rVB 46520 85103 8.53% 1.133%
37 7.592 2010 2022 2028 rBVS8 5662 10319 1.03% 0.137%
38 7.646 2029 2039 2057 rvB2 34763 63385 6.35% 0.844%
39 8.116 2176 2185 2203 rBV 164787 320063 32.08% 4.262%
40 8.447 2278 2288 2301 rVB4 10831 20096 2.01% 0.268%

41 8.875 2408 2421 2441 rBV 299388 488541 48.97% 6.506%
42 9.032 2459 2470 2486 rBvV 189885 300472 30.12% 4_.001%
43 9.158 2494 2509 2525 rBV 616370 997668 100.00% 13.285%
44 9.563 2623 2635 2657 rBV 94382 156251 15.66% 2.081%

45 9.958 2747 2758 2768 rVB2 9026 15744 1.58% 0.210%
46 10.238 2830 2845 2857 rBV2 72913 118651 11.89% 1.580%
47 10.376 2879 2888 2899 rBV 22282 35426 3.55% 0.472%
48 10.469 2905 2917 2936 rBV 92110 196419 19.69% 2.616%
49 10.559 2936 2945 2961 rVB2 39751 63829 6.40% 0.850%
50 10.759 2997 3007 3019 rBV2 33586 54606 5.47% 0.727%

51 10.936 3051 3062 3078 rBV 152232 226798 22.73% 3.020%
52 11.270 3155 3166 3184 rBV 333160 512259 51.35% 6.821%

53 11.357 3184 3193 3205 rVB 40043 61819 6.20% 0.823%
54 11.550 3243 3253 3263 rBV2 33310 60141 6.03% 0.801%
55 11.595 3263 3267 3273 rVV3 13053 18686 1.87% 0.249%
56 11.646 3273 3283 3304 rVB 265069 443514 44 ._.46% 5.906%
57 11.936 3364 3373 3377 rBV2 10925 16189 1.62% 0.216%
58 11.961 3377 3381 3390 rVvB4 9443 14006 1.40% 0.187%
59 12.038 3397 3405 3412 rBV2 17084 24550 2.46% 0.327%
60 12.138 3425 3436 3445 rBV4 9706 16525 1.66% 0.220%
61 12.434 3522 3528 3537 rBV5 7877 11234 1.13% 0.150%
62 12.489 3537 3545 3555 rVB3 11971 19372 1.94% 0.258%
63 12.749 3618 3626 3636 rVB3 10777 15997 1.60% 0.213%
64 12.907 3666 3675 3687 rVB3 17620 27077 2.71% 0.361%
65 13.530 3859 3869 3879 rBV2 13194 22823 2.29% 0.304%
Sum of corrected areas: 7509509
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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\VV072420\
VV017654.D

24 Jul 2020 18:36

SY/MD

L3395-11DL2 1000X

25.0mL/MSVOA V/WATER

15 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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\VV072420\
Data File : VV017654.D

Aca On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 5

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

1.64 1.00 ug/L 85254 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 74
2 Butane. 2-methvl- 72 C5H12 000078-78-4 64
3 Butane. 2-methvl- 72 C5H12 000078-78-4 58
4 Hexane. 2-chloro- 120 C6H13ClI 000638-28-8 36
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 30

Abundance Scan I171 (1.640 min): VV017654.D (-164) (-) m/z 41.05 100.00%
4
57
5000
72 1.40 1.60 1.80 2.00
3 E— 1 .n:l'l-, U1 M AN—T m/z 43.10 88.68%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00
29 m/z 42.05 76.42%
72
0 'I"}?I""I""I""I'"'I""I""I""I'
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
43
57 1.40 1.60 1.80 2.00
5000 29 m/z 57.10 72.38%
, 15 72
S L B L L B UL B W
m/z--> 0 20 40 80 100 120 140 160
Abundance #712: Butane, 2-methyl-
43 1.40 1.60 1.80 2.00
m/z 39.05 39.15%
57
5000 27
15
5 ‘ | 72
O B L L s L B
m/z--> 0 20 40 80 100 120 140 160 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017654.D

Aca On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 8

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

1.82 0.61 ug/L 51849 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 59
2 Pentane 72 C5H12 000109-66-0 59
3 Pentane 72 C5H12 000109-66-0 59
4 Oxirane. ethvl- 72 C4H80 000106-88-7 43
5 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 25

Abundance Scan 227 (1.820 min): VV017654.D (-219) (-) m/z 43.05 100.00%
43
5000

1.40 1.60 1.80 2.00 2.20

93

127 150

0 m/z 41.10 80.30%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #709: Pentane
43
5000
1.40 1.60 1.80 2.00 2.20
27 | 57 7 m/z 42.00 73.68%
0 H ‘ | h‘
T e
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 07 m/z 55.00 54.92%
57 72
0 2
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #706: Pentane
43 1.40 1.60 1.80 2.00 2.20
m/z 39.00 42 .22%
5000
27 57 72
0 .,....,.U..il..'.‘,....,....,....,....,....,....,....,....,....,....,....,..
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017654.D

Aca On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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: Cyclic2.04 Concentration Rank 14

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

2.04 0.50 ug/L 42904 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 87
2 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 86
3 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 86
4 2-Pentene. (E)- 70 C5H10 000646-04-8 81
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 72

Abundance Scan 295 (2.039 min): VV017654.D (-287) (-) m/z 55.05 100.00%
55
5000 39 70

1.80 2.00 2.20 2.40

94

124 157 187 203217230 267

(o} m/z 70.10 44 _30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #580: Cyclopropane, 1,1-dimethyl-
55
5000 39 70
1.80 2.00 2.20 2.40
m/z 38.95 38.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55
T T T
1.80 2.00 2.20 2.40
5000 39 m/z 40.95 25.38%
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #578: Cyclopropane, 1,1-dimethyl-
55 1.80 2.00 2.20 2.40
m/z 42.10 20.38%
5000 39 70
% )
O P e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017654.D

Aca On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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: Cyclic3.78 Concentration Rank 10

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

3.78 0.60 ug/L 51001 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 83
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 64
4 Cvclohexane 84 C6H12 000110-82-7 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64

Abundance Scan 837 (3.782 min): VV017654.D (-820) (-) m/z 56.05 100.00%
56
41
69
5000
84 3.40 360 3.80 4.00 4.20
129 : : - : :
o 1 m/z 41.00 62.59%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
3.40 360 3.80 4.00 4.20
o8 a1 m/z 69.10 52 .54%
0'”P”W}?P”W””P”'”"”W””P”W””P”W””P”W””P”W”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
56
41 340 3.60 3.80 4.00 4.20
5000 m/z 55.00 24 .58%
69
27 84
o1 15
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1491: Cyclopentane, methyl-
56 3.40 360 3.80 4.00 4.20
m/z 42.00 22 .92%
5000 41
69
7 84
0'”P”W}?PJW”JP”'”“'”W””P”W””P”W””P”W””P”W”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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\VV072420\
Data File : VV017654.D

Aca On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

4.78 0.74 ug/L 62918 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 72
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 64
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 64
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 64
5 Oxirane, (1-methylbutyl)- 114 C7H140 053229-39-3 53

Abundance Scan 1148 (4.781 min): VV017654.D (-1134) (-) m/z 56.05 100.00%
41 ¢
5000 71
50 ‘ 65 78 85 g4 100 4.40 4.60 4.80 5.00 5.20
0 ...,....,....,....,.??.hl.:.;-.-': ol B ST sz 41.10  80.46%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3985: Pentane, 2,3-dimethyl-
43 56
5000
29 1 4.40 4.60 4.80 5.00 5.20
m/z 43.00 72 .75%
o | ‘ 37 50 63 | 77 & 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43 56
4.40 4.60 4.80 5.00 5.20
5000 29 " m/z 57.10 57.96%
o 2 1B 37 50 65 | 77 85 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3993: Pentane, 2,3-dimethyl-
4 56 4.40 4.60 4.80 5.00 5.20
m/z 71.10 44 .97%
5000
29 71
0 \‘ 37/ 49 || 65 77 & 100
m/z--> O 10 20 30 40 50 60 70 8 9 100 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017654.D

Aca On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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: Straight-Chai... Concentration Rank 3

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

5.25 1.33 ug/L 112972 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 64
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 59
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 50
4 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 45
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 45

Abundance Scan 1294 (5.251 min): VV017654.D (-1281) (-) m/z 57.10 100.00%
g7
5000
41
67 99 5.00 520 5.40 5.60
o...,....,....,....,....'i:|...?1.-!'..',...'.,.7.4..,8?...,....',...19,9....,. m/z 41.05 32.75%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
57
5000
41 5.00 5.20 5.40 5.60
- m/z 56.10 29.92%
s O ), 69 g %
e s A RS AR RARAR ARRRA RARASN RARRS RANRS RARAN WARSS AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
5.00 520 5.40 5.60
5000 m/z 43.10 18.51%
41
29
o 2 15 48 64 71 83 9 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7650: Hexane, 2,2-dimethyl-
57 5.00 520 5.40 5.60
m/z 39.10 12.42%
5000
41
29
o 4 15 || \‘j 50 |, 71 79 9 14
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017654.D

Aca On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

6.79  0.51 ug/l 43784  1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentane. 2.3.3-trimethvl- 114 cgis 000560-21-4 78

2 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 72

3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 53
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
Abundance Scan 1773 (6.791 min): VV017654.D (-1761) (-) m/z 43.05 100.00%
43
71
5000 o7 85
36 ||, 49 ‘ 9 410 6.40 6.60 6.80 7.00 7.20
a1 N PO R € U Y m/z 71.00 74.68%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 6.40 6.60 6.80 7.00 7.20
27 85 m/z 70.10 59.88%
o2 15 | \“ o e 7 %
o
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
6.40 6.60 6.80 7.00 7.20
5000 m/z 57.00 51.77%
57 71
27 85
50 99
O T & e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7644: Hexane, 3,3-dimethyl-
43 6.40 6.60 6.80 7.00 7.20
m/z 41.05 47 .61%
5000 57 11 g5
29
o2 15 | \‘H 50, Jl 78 99 110
R e e T o e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017654.D

Aca On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 2
R.T. EstConc Area Relative to ISTD R.T.
10.47 1.92 ug/L 196419 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 94
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 2917 (10.469 min): VV017654.D (-2905) (-) m/z 105.10 100.00%
105
5000
120
39 51, 6 9|1 10.20 10.40 10.60 10.80
N 1M PR A SN 1NN PR NI RS m/z 120.10  34.02%
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 13.71%
18 27 ¥ Sleg b5 4 T
O T T T T T
m/z--> 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 76.95 12.03%
77 91 120
15 27 39 5l 5 65
G R I R RS RS NS AR RAARS RS SRS SARRS RARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 10.20 10.40 10.60 10.80

m/z 79.00 8.49%

5000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017654.D

Aca On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 Benzene, 1,2,4-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.56 0.62 ug/L 63829 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 95
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1-ethvIl-3-methvl- 120 C9H12 000620-14-4 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 2945 (10.559 min): W017654.3(—2936) ) m/z 105.05 100.00%
105
120
5000
77
39 51 59 g7 | 91 | 145 10.20 10.40 10.60 10.80
Olrr prrrrprrrrprebirere it el el b bt e || m/z 120.10  52.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9420: Benzene, 1,2,4-trimethyl-
105
120
5000
10.20 10.40 10.60 10.80
-7 m/z 77.00 15.88%
27 41 51 65 91 ‘
0"I'"'I'""I'"'I"'"i“"'PI"""I'"‘NI'"'IM"'I'M'I"""I""'I""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
120 10.20 10.40 10.60 10.80
5000 m/z 119.00 15.19%

27 39 51 g 791

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105 10.20 10.40 10.60 10.80
m/z 106.00 11.37%
5000
120
39 51 65 o ot ‘
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017654.D

Aca On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 12
R.T. EstConc Area Relative to ISTD R.T.
10.76 0.53 ug/L 54606 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 94
2 Benzene. 1l-ethvl-4-methvl- 120 C9H12 000622-96-8 94
3 Benzene. 1-ethvl-2-methvl- 120 C9H12 000611-14-3 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3007 (10.759 min): VV017654.D 8;2997) ) m/z 105.10 100.00%
105
5000 120
39 5 63 7|7 91 130 10.40 10.60 10.80 11.00
Obrrprrrr prrrrprreprr et e e et b il bt | m/z 120.10  37.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105
5000
10.40 10.60 10.80 11.00
7 o 120 m/z 77.00 14_35%
15 27 B Sleg® | Il
0''I""I""'I""I""i""I*'"I""I"'"Ia"'l""l""'l""l""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 91.00 11.82%
77 91 120

S5 2 39 51,65

Wmmwﬁmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
1

10.40 10.60 10.80 11.00
m/z 79.00 9.69%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00

SOMVTRO72320WMA .M Wed Jul 29 18:15:25 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017654.D

Aca On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.94 2.21 ug/L 226798 1,4-Dichlorobenzene-d4 11.27
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 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 93
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3063 (10.939 min):WOl7654.D(—:d%)051) ) m/z 105.00 100.00%
105
5000 120
77 91
39 51 65 10.60 10.80 11.00 11.20
Ol 2 el S lh 134 072710010 43.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.60 10.80 11.00 11.20
m/z 119.10 13.41%
0 15 27 3‘9\ 5\1‘ 58 §\5 | 9\1 98 | il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 10.60 10.80 11.00 11.20
5000 m/z 77.00 11.41%

27 a4 Slegges 1 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9401: Mesitylene

10.60 10.80 11.00 11.20
m/z 91.00 10.92%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.60 10.80 11.00 11.20

SOMVTRO72320WMA .M Wed Jul 29 18:15:28 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017654.D

Aca On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 9
R.T. EstConc Area Relative to ISTD R.T.
11.36 0.60 ug/L 61819 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 97
2 Mesitvlene 120 C9H12 000108-67-8 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Mesitylene 120 C9H12 000108-67-8 93
Abundance Scan 3194 (11.360 min): VV017654.D (-3184) (-) m/z 105.05 100.00%
105
5000 120
39 51 g 7/ 91 150 11.00 11.20 11.40 11.60
Olerprrrrprrrrprrdprree it e rerpreerpremnee || M/z 120,00 42.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9420: Benzene, 1,2,4-trimethyl-
105
120
5000 RPN UL UL B
11.00 11.20 11.40 11.60
-7 m/z 119.10 12.17%
27 4 51 g5 | o1 | |
0"I""I'""I'"'I""'i“"'rl"""l"'NI""I*"'I'H"I"""I""'I""I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
120 11.00 11.20 11.40 11.60
5000 m/z 77.00 10.21%

27 39 51 g 7 91

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 11.00 11.20 11.40 11.60
m/z 106.00 10.14%
120
5000

39 51 7 91
15 27 | I 6\5 L \ Ml |

N N RS N —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.00 11.20 11.40 11.60

SOMVTRO72320WMA .M Wed Jul 29 18:15:30 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017654.D

Aca On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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 11
R.T. EstConc Area Relative to ISTD R.T.
11.55 0.59 ug/L 60141 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Indane 118 C9H10 000496-11-7 76
3 Indane 118 C9H10 000496-11-7 74
4 Bicvclol4.2.0locta-1.3.5-triene.... 118 C9H10 055337-80-9 70
5 Indane 118 C9H10 000496-11-7 68
Abundance Scan 3253 (11.550 min): VV017654.D (-3243) (-) m/z 117.00 100.00%
117
5000
63 N 11.20 11.40 11.60 11.80
39 sl 77 103 : : : :
o...,....,....,...:',....;'...'.,':':'.‘?,9.:.-.,.E.“‘?~.'i|....,=-...,..!.',.... m/z 118.10 55.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8951: Indane

5000
11.20 11.40 11.60 11.80

m/z 115.00 38.95%

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

117
11.20 11.40 11.60 11.80
5000 m/z 91.10 18.87%
39 91
27 51 63
o 15 69 77 84 103119
T T T T T T T T T T T T e T T T

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8949: Indane

11.20 11.40 11.60 11.80
m/z 116.00 12.82%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV072420\
Data File : VV017654.D

Acq On 24 Jul 2020 18:36

Operator : SY/MD

Sample : L3395-11DL2 1000X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA .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]
(DEL) Alkane: Str... 1.64 1.0 ug/L 85254 1 5.64 426224 5.0
(DEL) Alkane: Str... 1.82 0.6 ug/L 51849 1 5.64 426224 5.0
(DEL) Alkane: Cyc... 2.04 0.5 ug/L 42904 1 5.64 426224 5.0
(DEL) Alkane: Cyc... 3.78 0.6 ug/L 51001 1 5.64 426224 5.0
(DEL) Alkane: Str... 4.78 0.7 ug/L 62918 1 5.64 426224 5.0
(DEL) Alkane: Str... 5.25 1.3 ug/L 112972 1 5.64 426224 5.0
(DEL) Alkane: Str... 6.79 0.5 ug/L 43784 1 5.64 426224 5.0
Benzene, l-ethyl-_.. 10.47 1.9 ug/L 196419 3 11.27 512259 5.0
Benzene, 1,2,4-tr... 10.56 0.6 ug/L 63829 3 11.27 512259 5.0
Benzene, l-ethyl-_... 10.76 0.5 ug/L 54606 3 11.27 512259 5.0
Benzene, 1,2,3-tr... 10.94 2.2 ug/L 226798 3 11.27 512259 5.0
Mesitylene 11.36 0.6 ug/L 61819 3 11.27 512259 5.0
Indane 11.55 0.6 ug/L 60141 3 11.27 512259 5.0
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