LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017653.D

Aca On 24 Jul 2020 18:12

Operator : SY/MD

Sample : L3395-16DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 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: VV017652.D
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.113 3 7 20 rvB 37790 37616 7.01% 0.564%
2 1.222 37 41 48 rVB2 7208 5717 1.07% 0.086%
3 1.312 61 69 76 rBv2 86852 90077 16.78% 1.350%
4 1.576 144 151 162 rBvV 47168 56507 10.53% 0.847%
5 1.643 163 172 182 rVB 42768 56838 10.59% 0.852%
6 1.823 219 228 236 rBV5 17907 32057 5.97% 0.480%
7 1.910 248 255 263 rBV6 6401 8366 1.56% 0.125%
8 2.036 286 294 306 rVB2 31415 44282 8.25% 0.664%
9 2.119 311 320 333 rBV 103533 154445 28.78% 2.314%
10 2.222 345 352 357 rBV10 5616 9386 1.75% 0.141%
11 2.492 427 436 438 rBvV2 9250 12488 2.33% 0.187%
12 2.589 457 466 476 rVB3 21816 37796 7.04% 0.566%
13 3.280 671 681 682 rBV7Y 6500 7332 1.37% 0.110%
14 3.380 703 712 723 rVBY 4926 9726 1.81% 0.146%
15 3.598 769 780 790 rVB10 5356 11416 2.13% 0.171%
16 3.679 793 805 806 rBV7 6239 7951 1.48% 0.119%
17 3.781 820 837 850 rBv4 12042 30661 5.71% 0.459%

18 3.952 873 890 921 rBV2 27466 151172 28.17% 2.265%
19 4_.380 1004 1023 1040 rBVZ2 87066 216578 40.35% 3.245%

20 4.476 1043 1053 1067 rVB3 12699 29354 5.47% 0.440%
21 4.698 1106 1122 1134 rBV9 11395 28582 5.33% 0.428%
22 4.785 1134 1149 1165 rVV5 19685 52433 9.77% 0.786%

23 5.071 1221 1238 1250 rBV2 191580 468405 87.28% 7.019%
24 5.251 1277 1294 1313 rVB2 47838 124264 23.15% 1.862%
25 5.640 1403 1415 1436 rBV 206857 426263 79.43% 6.387%

26 5.942 1499 1509 1510 rBV9 4886 6339 1.18% 0.095%
27 6.096 1542 1557 1583 rBV3 103334 223144 41.58% 3.344%
28 6.219 1583 1595 1603 rVvv3 4756 9608 1.79% 0.144%
29 6.273 1604 1612 1623 rVB3 6974 11625 2.17% 0.174%
30 6.675 1720 1737 1752 rVB3 26343 54867 10.22% 0.822%
31 6.794 1760 1774 1787 rBV7 22453 53918 10.05% 0.808%
32 6.855 1789 1793 1804 rVB9 5759 9540 1.78% 0.143%
33 7.010 1824 1841 1855 rBV2 54418 102382 19.08% 1.534%
34 7.190 1889 1897 1906 rvVB2 5155 9572 1.78% 0.143%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017653.D

Aca On 24 Jul 2020 18:12

Operator : SY/MD

Sample : L3395-16DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 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

35 7.283 1915 1926 1931 rBV4 10113 16629 3.10% 0.249%
36 7.338 1932 1943 1959 rvv 229503 399053 74.36% 5.980%
37 7.412 1959 1966 1980 rVB 22713 41145 7.67% 0.617%
38 7.646 2030 2039 2055 rBvV2 30431 54048 10.07% 0.810%
39 8.116 2172 2185 2212 rBV 160938 332515 61.96% 4.983%
40 8.444 2279 2287 2298 rVB4 8150 14162 2.64% 0.212%
41 8.871 2409 2420 2441 rBV 313554 516846 96.30% 7.745%
42 9.032 2460 2470 2484 rVB 33008 54406 10.14% 0.815%
43 9.157 2497 2509 2524 rBV 277179 450769 83.99% 6.755%
44 9.566 2627 2636 2651 rBV2 18728 32245 6.01% 0.483%
45 9.955 2744 2757 2767 rBV3 13415 21630 4._.03% 0.324%
46 10.145 2808 2816 2822 rBV9 3759 5440 1.01% 0.082%
47 10.241 2834 2846 2859 rBV2 70498 112538 20.97% 1.686%
48 10.376 2880 2888 2899 rVB2 19025 30662 5.71% 0.459%
49 10.469 2910 2917 2920 rBV5 11828 15610 2.91% 0.234%
50 10.492 2920 2924 2937 rVV3 17172 26343 4.91% 0.395%
51 10.559 2937 2945 2962 rVB 29253 46789 8.72% 0.701%
52 10.759 2997 3007 3023 rBV2 36764 60475 11.27% 0.906%

53 10.936 3052 3062 3078 rBV 149363 227901 42.46% 3.415%
54 11.270 3153 3166 3182 rBV 342620 536682 100.00% 8.042%
55 11.357 3183 3193 3208 rVB 47715 75805 14.12% 1.136%

56 11.550 3238 3253 3265 rBV 111866 190968 35.58% 2.862%
57 11.646 3272 3283 3304 rVB 250759 421428 78.52% 6.315%

58 11.772 3313 3322 3330 rVB 4867 8335 1.55% 0.125%
59 11.842 3334 3344 3353 rVV6 4282 8054 1.50% 0.121%
60 11.935 3365 3373 3378 rBV2 10277 16260 3.03% 0.244%
61 11.964 3379 3382 3390 rVB4 6422 7713 1.44% 0.116%
62 12.038 3396 3405 3412 rBV2 20183 32655 6.08% 0.489%
63 12.071 3412 3415 3424 rVB6 9289 10671 1.99% 0.160%
64 12.138 3426 3436 3447 rBV 27425 43347 8.08% 0.650%
65 12.270 3468 3477 3485 rBvV 4382 8665 1.61% 0.130%
66 12.431 3522 3527 3536 rBV3 11878 17025 3.17% 0.255%
67 12.485 3536 3544 3557 rVB 14745 24139 4 _50% 0.362%
68 12.572 3562 3571 3578 rBV5 6711 9806 1.83% 0.147%
69 12.746 3619 3625 3643 rVB4 17200 28134 5.24% 0.422%
70 12.907 3666 3675 3688 rVV3 37943 61395 11.44% 0.920%
71 13.074 3720 3727 3734 rVB3 3762 5840 1.09% 0.088%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017653.D

Aca On 24 Jul 2020 18:12

Operator : SY/MD

Sample : L3395-16DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 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

72 13.183 3755 3761 3769 rBV7 3879 6060 1.13% 0.091%
73 13.241 3769 3779 3786 rVB6 8282 13438 2.50% 0.201%
74 13.289 3786 3794 3804 rBV7 12610 21803 4._.06% 0.327%
75 13.386 3820 3824 3832 rVvv4 9622 12380 2.31% 0.186%
76 13.530 3859 3869 3879 rBvV 17154 29910 5.57% 0.448%
77 13.730 3926 3931 3942 rBV9 4417 8312 1.55% 0.125%
78 13.935 3987 3995 4001 rBV9 4975 7056 1.31% 0.106%
79 14.112 4041 4050 4063 rBV10 5368 10869 2.03% 0.163%
80 14.318 4105 4114 4122 rBV10 4632 6804 1.27% 0.102%

Sum of corrected areas: 6673467
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017653.D

Aca On 24 Jul 2020 18:12

Operator : SY/MD

Sample - L3395-16DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA_M
Quant Title : TRACE VOA SOM01.0

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

Abundance TIC: VV017652.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017653.D

Aca On 24 Jul 2020 18:12

Operator : SY/MD

Sample - L3395-16DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA_M
Quant Title : 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 6

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

1.64 0.67 ug/L 56838 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 81
2 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 59
3 Butane. 2-methvl- 72 C5H12 000078-78-4 42
4 Butane. 2-methvl- 72 C5H12 000078-78-4 42
5 1-Hexene 84 C6H12 000592-41-6 36

Abundance Scan 171 (1.640 min): VV017653.D (-163) (-) m/z 41.00 100.00%
a4
57
5000
72 1.40 1.60 1.80 2.00
bl Al R i M/Z 43.05  86.39%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00
29 m/z 42.00 76 .75%
72
0"W””I}?I”iw'”h“'wmh”'ﬂ””l””v”'P”W”'W””I””P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
32
41 1.40 1.60 1.80 2.00
5000 m/z 57.10 65.71%
54 7
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #712: Butane, 2-methyl-
43 1.40 1.60 1.80 2.00
m/z 39.00 44 _30%
57
5000 27
15
0"w%“w'i'lev'“bl“ﬁ“”w'“rﬁ“l““l““l“'WH'WH'W'“W'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1.40 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 : VV017653.D

Aca On 24 Jul 2020 18:12

Operator : SY/MD

Sample - L3395-16DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA_M
Quant Title : 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: Cyclic2.04 Concentration Rank 12

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

2.04 0.52 ug/L 44282 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane., 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 80
2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 72
3 2-Pentene. (B)- 70 C5H10 000646-04-8 72
4 2-Pentene 70 C5H10 000109-68-2 72
5 2-Pentene, (E)- 70 C5H10 000646-04-8 72

Abundance Scan 295 (2.039 min): VV017653.D (-286) (-) m/z 55.00 100.00%
55
5000 39 70
1.80 2.00 2.20 2.40
o by 0. 14 18 167 0 Thzz 70.00 45.15%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #585: Cyclopropane, 1,2-dimethyl-, trans-
55
5000 70
41 1.80 2.00 2.20 2.40
29 m/z 39.00 37 .15%
0 H ‘H‘ u‘\\ LI
L L S S L SR WAL BURLRLEL SURLLL WA
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
55
180 200 220 240
5000 m/z 41.10 27 .28%
41 70
27
5 15
e L L L B WL U L B DAL
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #558: 2-Pentene, (E)-
55 1.80 2.00 2.20 2.40
m/z 42_.00 24 _.62%
5000 42 70
29
0'I"}?P'"I"”I""P"'I"”I""P"'I'”'
m/z--> 0 20 40 60 80 100 120 140 160 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 : VV017653.D

Aca On 24 Jul 2020 18:12

Operator : SY/MD

Sample - L3395-16DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA_M
Quant Title : 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 9

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

4.78 0.62 ug/L 52433 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 87
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 87
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 72
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 64
5 Ethane, isocyanato- 71 C3H5NO 000109-90-0 50

Abundance Scan 1148 (4.781 min): VV017653.D (-1134) (-) m/z 56.10 100.00%
43 P
71
5000
36‘ 65 85 98 440 4.60 4.80 5.00 5.20
0...,....,....,..-.:,'I..-.,'.-'.| .'-,.:'-.-.',|...?9,-.'.'::,...-.i...., m/z 43.00 82.82%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3992: Pentane, 2,3-dimethyl-
43 56
5000
29 71 440 4.60 4.80 5.00 5.20
m/z 41.05 71.12%
0 15 37L 50 || es || 77 8 100
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance
43 56
440 4.60 4.80 5.00 5.20
5000 m/z 57.10 68.18%
29 71
o 37 49 65 | 77 O 100
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance #3985: Pentane, 2,3-dimethyl- .,....,../,\....,....,.
4 56 440 4.60 4.80 5.00 5.20
m/z 71.00 52.31%
5000
29 71
o \‘ w7 s0l e 77 8 100
m/z--> 10 20 30 40 50 6 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 : VV017653.D

Aca On 24 Jul 2020 18:12

Operator : SY/MD

Sample - L3395-16DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA_M
Quant Title : 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.

5.25 1.46 ug/L 124264 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 59
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 59
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 59
4 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 59
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 42

Abundance Scan 1294 (5.251 min): VV017653.D (-1277) (-) m/z 57.10 100.00%
g7
5000
41
1] so 67 49 99 5.00 520 5.40 5.60
O B e e L T S m/z 41.10 33.51%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7649: Hexane, 2,2-dimethyl-
57
5000
5.00 520 5.40 5.60
29 A4 m/z 56.05 32.39%
o2 15 1 ‘M 48 | 69 7788 9P 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
5.00 520 5.40 5.60
5000 m/z 43.05 15.68%
41
29
o2 15 50 69 83 9 14
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 39.00 14.16%
5000
41
29
o 4 15 || \‘j 50 |, 71 79 9 14
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017653.D

Aca On 24 Jul 2020 18:12

Operator : SY/MD

Sample - L3395-16DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA_M
Quant Title : 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 7

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

6.68 0.64 ug/L 54867 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 78
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 78
3 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 72
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 72
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64

Abundance Scan 1738 (6.678 min): VV017653.D (-1720) (-) m/z 43.10 100.00%
43 7
5000
55
36| g3 o5 6.40 6.60 6.80 7.00
0 ...,....,....,....,..:~:i!.~..;':'.!|.,..-.".',.'...,.-...,..-..,....ﬁ.l‘.‘.,.. m/z 71.10 92.50%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Pentane, 2,3,4-trimethyl-
43
71
5000
6.40 6.60 6.80 7.00
27 55 m/z 70.00 71.04%
o 15 || LM‘ e | 3 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
6.40 6.60 6.80 7.00
5000 70 m/z 41.00 36.18%
29
55
0 1 15 62 77 85 100
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12713: Hexane, 3,3,4-trimethyl-
43 57 T 6.40 6.60 6.80 7.00
m/z 55.00 34_.71%
5000
29 99
0 14 “‘ ‘\‘\ 50\ il | 83 ‘ 1:!-3
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017653.D

Aca On 24 Jul 2020 18:12

Operator : SY/MD

Sample - L3395-16DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA_M
Quant Title : 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 8

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

6.79 0.63 ug/L 53918 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 78
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
4 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 59
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 53

Abundance Scan 1773 (6.791 min): VV017653.D (-1760) (-) m/z 43.10 100.00%
a3
71
57
5000 85
36 51‘ | 9 110 6.40 6.60 6.80 7.00 7.20
o Wi 1 RN R S m/z 71.10 76.54%
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 70.00 71.42%
o2 15 I \L 50 || 64, 78 w 9 113
miz--> 0 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 57 71 o m/z 57.10 58.23%
29
o2 15 50 78 9 112
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7645: Hexane, 3,3-dimethyl-
43 6.40 6.60 6.80 7.00 7.20
m/z 41.00 49 _36%
71
5000 57 85
29
0 "'I'"'I'%§'I"JJI"'JJ‘*'?P”h'I""w*"'I'l"l"'%?""l"'w
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

SOMVTRO72320WMA .M Wed Jul
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017653.D

Aca On 24 Jul 2020 18:12

Operator : SY/MD

Sample - L3395-16DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA_M
Quant Title : 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 8 Benzene, l-ethyl-3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.76 0.56 ug/L 60475 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 91
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
Abundance Scan 3007 (10.759 min): VV017653.D (-2997) (-) m/z 105.05 100.00%
105
5000
120
39 5 63 7|7 9|1 ™ 10.40 10.60 10.80 11.00
on,n.w“.w.”h.“.w”.Jm.“.ﬁ“.”uh”,h!wann”w.”.“. m/z 120.10 30.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.40 10.60 10.80 11.00
. oL m/z 91.00 14 .86%
mz-> 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 77.00 13.77%

77 91 120

S5 2 39 51 g 65

wmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9428: Benzene, 1-ethyl-3-methyl-

-

10.40 10.60 10.80 11.00
m/z 79.00 10.29%

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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017653.D

Aca On 24 Jul 2020 18:12

Operator : SY/MD

Sample - L3395-16DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA_M
Quant Title : 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, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.94 2.12 ug/L 227901 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 Mesitvlene 120 C9H12 000108-67-8 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3063 (10.939 min): VV017653.D (-3052) (-) m/z 105.05 100.00%
105
5000 120
7 91
39 51 63 10.60 10.80 11.00 11.20
Obrrrrrrr e e S8l 138 777150 10 46.59%
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
77 m/z 77.00 13.58%
o 15 27 % Slgges e | |
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 119.00 12._.73%
7 91

27 39 515565

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9412: Benzene, 1,2,3-trimethyl-
105 10.60 10.80 11.00 11.20

m/z 90.95 11.47%

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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017653.D

Aca On 24 Jul 2020 18:12

Operator : SY/MD

Sample - L3395-16DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA_M
Quant Title : 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 5

R.T. EstConc Area Relative to ISTD R.T.
11.36 0.71 ug/L 75805 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 94
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 3194 (11.360 min): XV017653.D (-3183) (-) m/z 105.00 100.00%
105
5000 120
7 9 AR NS SUNRA BN B
39 51 65 188 11.00 11.20 11.40 11.60
ol el m/z 120.10 43.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 R SR SULRILN B B
120 1100 11.20 1140 11.60
77 m/z 76.95 14.70%
15 27 3? ol gﬁ 1l
0||||ﬁ||‘||‘|‘| ‘|‘|||‘|||||||‘|“||||||||||||||||
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
120 11.00 11.20 11.40 11.60
5000 m/z 91.10 10.80%
27 39 51 g5 /7 91
O T T T T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105 11.00 11.20 11.40 11.60
m/z 119.00 8.78%
5000
7 o1 120
5 27 ® %S ) T
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017653.D

Aca On 24 Jul 2020 18:12

Operator : SY/MD

Sample - L3395-16DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA_M
Quant Title : 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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.55 1.78 ug/L 190968 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 91
3 Indane 118 C9H10 000496-11-7 90
4 Bicvclol4.2.0locta-1.3.5-triene.... 118 C9H10 055337-80-9 74
5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 72
Abundance Scan 3253 (11.550 min): VV017653.D (-3238) (-) m/z 117.10 100.00%
147
5000
39 51 63 4 84 9|1 108 | 134 11.20 11.40 11.60 11.80
o} S O SO <N Nt N S m/z 118.10 53.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane

ZN
LI L L L L L L L B L

11.20 11.40 11.60 11.80
m/z 115.00 35.59%

5000

04
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 15.29%
39 58 91
51
13 6 77 g4 103119

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8948: Indane

11.20 11.40 11.60 11.80
m/z 116.00 12.98%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072420\
Data File : VV017653.D

Aca On 24 Jul 2020 18:12

Operator : SY/MD

Sample - L3395-16DL 5X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA_M
Quant Title : 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, l-ethenyl-3-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.91 0.57 ug/L 61395 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 89
2 Benzene. l1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 83
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 83
4 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 83
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76

Abundance Scan 3676 (12.910 min): VV017653.D (-3666) (-) m/z 117.00 100.00%

117
5000 132

91
39 51 63,577 | 103 ||| || 12.60 12.80 13.00 13.20
RS SR P MNP Aol 1 M1 | M. m/z 132.00 38.33%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
12.60 12.80 13.00 13.20
91 m/z 115.00 27 .69%
51 7
15 27 3\9 /| A 6\3J L ! 19\3 H il
O T e T R T e T e R T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
132 12.60 12.80 13.00 13.20
5000 m/z 131.00 18.18%
o 105
65 i
27 39 51 58 98

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117

12.60 12.80 13.00 13.20
m/z 91.00 15.15%

132
5000
91
39 51 __65 77 ‘ 103 ‘
0 27 | L 58 ul l| . ‘mllo‘ H 125\ |
S S U NS S NS S S /T N W,

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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV072420\
Data File : VV017653.D

Acq On 24 Jul 2020 18:12

Operator : SY/MD

Sample : L3395-16DL 5X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72320WMA_M
Quant Title : 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 0.7 ug/L 56838 1 5.64 426263 5.0
(DEL) Alkane: Cyc... 2.04 0.5 ug/L 44282 1 5.64 426263 5.0
(DEL) Alkane: Str... 4.78 0.6 ug/L 52433 1 5.64 426263 5.0
(DEL) Alkane: Str... 5.25 1.5 ug/L 124264 1 5.64 426263 5.0
(DEL) Alkane: Str... 6.68 0.6 ug/L 54867 1 5.64 426263 5.0
(DEL) Alkane: Str... 6.79 0.6 ug/L 53918 1 5.64 426263 5.0
Benzene, l-ethyl-_... 10.76 0.6 ug/L 60475 3 11.27 536682 5.0
Benzene, 1,2,3-tr... 10.94 2.1 ug/L 227901 3 11.27 536682 5.0
Benzene, 1,2,4-tr... 11.36 0.7 ug/L 75805 3 11.27 536682 5.0
Indane 11.55 1.8 ug/L 190968 3 11.27 536682 5.0
Benzene, l-etheny... 12.91 0.6 ug/L 61395 3 11.27 536682 5.0
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