LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 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\SOMVTRO71420WMA .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 1.116 3 8 22 rVB2 60732 68895 4_.79% 0.664%
2 1.226 36 42 56 rvB 36336 36052 2.51% 0.347%
3 1.316 61 70 80 rBv2 90022 106544 7.41% 1.027%
4 1.579 144 152 164 rBV 54944 66272 4.61% 0.639%
5 1.647 165 173 184 rBvV 55671 70780 4.92% 0.682%
6 1.824 220 228 239 rvB4 15737 23987 1.67% 0.231%
7 2.126 311 322 337 rBV 132980 198521 13.80% 1.913%
8 2.315 373 381 392 rVB 10311 16996 1.18% 0.164%
9 2.598 462 469 479 rvB4 11930 21732 1.51% 0.209%
10 2.782 513 526 539 rBv4 14234 29369 2.04% 0.283%
11 3.061 601 613 629 rBV2 15276 32099 2.23% 0.309%
12 3.788 827 839 853 rVB5 17153 42015 2.92% 0.405%

13 3.939 866 886 919 rBv2 568988 1438702 100.00% 13.866%
14 4.383 1008 1024 1049 rBvV 84580 216704 15.06% 2.089%

15 4.701 1104 1123 1140 rBV6 26123 71464 4.97% 0.689%
16 4.936 1182 1196 1220 rBV6 12343 38600 2.68% 0.372%
17 5.074 1222 1239 1255 rBV3 183545 454617 31.60% 4_.381%
18 5.206 1267 1280 1289 rBV9 8725 19839 1.38% 0.191%
19 5.277 1294 1302 1313 rVV8 8149 16973 1.18% 0.164%
20 5.351 1313 1325 1337 rVBS8 14192 33265 2.31% 0.321%
21 5.518 1360 1377 1390 rBV3 23063 49372 3.43% 0.476%

22 5.643 1403 1416 1451 rBV 174774 373572 25.97% 3.600%
23 6.097 1544 1557 1567 rBV2 105406 218220 15.17% 2.103%
24 6.155 1568 1575 1591 rVB4 50969 108088 7.51% 1.042%

25 6.486 1665 1678 1691 rVB7 8715 19593 1.36% 0.189%
26 6.653 1723 1730 1742 rVB7 7216 15644 1.09% 0.151%
27 6.939 1810 1819 1827 rBV3 17709 29741 2.07% 0.287%
28 7.010 1828 1841 1856 rVB 55021 105020 7.30% 1.012%
29 7.103 1862 1870 1888 rVVv5 13656 28653 1.99% 0.276%
30 7.187 1888 1896 1912 rVB7 9460 22910 1.59% 0.221%
31 7.286 1918 1927 1933 rBV5 23160 43172 3.00% 0.416%
32 7.338 1933 1943 1958 rVvVv 230243 405975 28.22% 3.913%
33 7.415 1958 1967 1976 rvv2 20707 38685 2.69% 0.373%
34 7.589 2012 2021 2030 rBV3 36414 60199 4.18% 0.580%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 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\SOMVTRO71420WMA .M
Title - TRACE VOA SOMO1.0
35 7.646 2031 2039 2045 rBvV 31673 51442 3.58% 0.496%
36 7.807 2080 2089 2099 rBVS5 9576 16903 1.17% 0.163%
37 8.109 2171 2183 2209 rBvV 223366 410375 28.52% 3.955%
38 8.312 2238 2246 2255 rVB3 18102 29050 2.02% 0.280%
39 8.373 2255 2265 2273 rBV3 20283 35159 2.44% 0.339%
40 8.531 2301 2314 2324 rBV3 10483 22866 1.59% 0.220%
41 8.611 2336 2339 2353 rVvVvi1o0 9501 22698 1.58% 0.219%
42 8.688 2355 2363 2373 rVB4 19335 33550 2.33% 0.323%
43 8.810 2388 2401 2410 rBV2 21332 34580 2.40% 0.333%

44 8.875 2410 2421 2435 rBV 261651 428199 29.76% 4.127%
45 9.032 2457 2470 2484 rBvV 112586 182602 12.69% 1.760%

46 9.158 2490 2509 2522 rBV 370558 620796 43.15% 5.983%

47 9.225 2522 2530 2545 rVB3 56124 91308 6.35% 0.880%
48 9.495 2598 2614 2622 rBVS8 14948 30481 2.12% 0.294%
49 9.566 2628 2636 2653 rVB2 21719 38739 2.69% 0.373%
50 9.730 2680 2687 2697 rVB6 19659 32996 2.29% 0.318%
51 9.820 2703 2715 2724 rBVS8 17496 34206 2.38% 0.330%
52 9.952 2745 2756 2765 rBV2 18605 33860 2.35% 0.326%
53 10.029 2774 2780 2790 rVB7 10683 16993 1.18% 0.164%
54 10.142 2809 2815 2827 rVB7 10711 19911 1.38% 0.192%

55 10.238 2832 2845 2864 rBV 86309 159620 11.09% 1.538%

56 10.376 2876 2888 2906 rBV2 36613 66637 4.63% 0.642%
57 10.470 2906 2917 2933 rVV 159646 345784 24.03% 3.333%
58 10.560 2936 2945 2953 rVV 97146 160360 11.15% 1.545%
59 10.601 2953 2958 2970 rVB2 30895 45979 3.20% 0.443%
60 10.759 2996 3007 3025 rVB 79472 133953 9.31% 1.291%

61 10.936 3042 3062 3085 rBvV 363001 560425 38.95% 5.401%
62 11.177 3128 3137 3143 rVV9 9734 16450 1.14% 0.159%
63 11.215 3143 3149 3155 rVv2 15879 21125 1.47% 0.204%
64 11.270 3155 3166 3183 rVvVv 308543 479125 33.30% 4.618%
65 11.357 3183 3193 3211 rVB 115623 181043 12.58% 1.745%

66 11.553 3242 3254 3262 rBV2 81039 150569 10.47% 1.451%

67 11.595 3263 3267 3274 rVV2 38654 56739 3.94% 0.547%
68 11.646 3274 3283 3307 rVB2 289043 541496 37.64% 5.219%
69 11.839 3338 3343 3355 rVB2 16569 26004 1.81% 0.251%
70 11.932 3363 3372 3377 rBV 31802 47468 3.30% 0.457%
71 11.961 3378 3381 3392 rVB2 32215 40177 2.79% 0.387%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 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\SOMVTRO71420WMA .M
Title - TRACE VOA SOMO1.0

72 12.039 3393 3405 3412 rBV 49464 79535 5.53% 0.767%
73 12.138 3426 3436 3447 rBV 45856 84909 5.90% 0.818%
74 12.338 3489 3498 3504 rVV3 13050 18403 1.28% 0.177%
75 12.434 3520 3528 3537 rVB 25419 38787 2.70% 0.374%
76 12.489 3537 3545 3559 rVB 48750 76960 5.35% 0.742%
77 12.572 3563 3571 3576 rBV7 11916 17610 1.22% 0.170%
78 12.749 3617 3626 3640 rVB3 36630 61144 4._.25% 0.589%
79 12.907 3665 3675 3686 rVB2 66765 105220 7.31% 1.014%
80 13.071 3719 3726 3735 rVB7 10583 17442 1.21% 0.168%
81 13.190 3753 3763 3770 rBV5 8914 15139 1.05% 0.146%
82 13.238 3770 3778 3785 rBV 15113 21916 1.52% 0.211%
83 13.293 3787 3795 3802 rBvV4 19659 28976 2.01% 0.279%
84 13.527 3859 3868 3878 rVB 28855 44787 3.11% 0.432%
85 14.119 4041 4052 4064 rBvV 9814 23201 1.61% 0.224%

Sum of corrected areas: 10375967
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
VV017506.D

15 Jul 2020 12:55

SY/MD

L3281-20

25.0mL/MSVOA V/WATER

9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .M
TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

500000
400000
300000
200000

100000

Time-->

TIC: VV017506.D
3194

2.32

2.602.78 3.06
VAN VAN A\ .

4.00

2.50 3.00 3.50

Abundance

500000

400000

300000

200000

100000

(s
Time-->

TIC: VV017506.D

9.16

8.87

7.34

8.11

10.94

11.27

11.65

10.47

9.03

7.01
517 7'-41
L ‘

7.00

7.5%5

7.50

M 7.81

N,

8.00

8.887, 68.8
AMkAA A

8.50

1 D.23

A
9.00

10.24
10.38

9g79 mg%m:L L

AN NN TN
9.50 10.00

10.50

10.56
10.76

ﬁ'l

13l

11.00

.A‘ll

11.36
11.55

hi v, 'M

11.50 12.00

Abundance

500000

400000

300000

200000

100000
.14

12:

12.91
249 15 75

57 f 13.0%

g 13.53

TIC: VWO

14.12

17506.D

Time-->

13.00

12.50

T
13.50

T
14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 2-Butenal, (E)- Concentration Rank 11

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

1.12 0.92 ug/L 68895 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenal. (B)- 70 C4H60 000123-73-9 72
2 2-Butenal 70 C4H60 004170-30-3 39
3 2-Penten-4-vne. 2-methvl- 80 C6H8 001595-53-5 9
4 2-Butvnal 68 C4H40 001119-19-3 9
5 2-Ethyl-3-vinyloxirane 98 C6H100 034485-78-4 9

Abundance Scan 9 (1.119 min): VV017506.D (-3) (-) m/z 39.00 100.00%
30
5000
| | 5 60 102 1.20 1.30 1.40 1.50
-ttt m/z 41.10 85.71%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #529: 2-Butenal, (E)-
41 70
5000 21
1.20 1.30 1.40 1.50
m/z 43.10 81.72%
L 33 \‘ L \5\(\)‘ L il
G L S U UL UL S UL IS UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
41 70
1.20 1.30 1.40 1.50
5000 m/z 42.00 44 58%
27
15 34 50 56
G L S L S UL S UL IS UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1090: 2-Penten-4-yne, 2-methyl-
39 1.20 1.30 1.40 1.50
80 m/z 44.00 30.20%
5000
51 65
LN IR S UL S SUR L SURLIL SU L IUR SUIL S RS A U IR IR I
m/z--> 10 20 30 40 50 60 70 80 90 100 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 10

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

1.65 0.95 ug/L 70780 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 90
2 Butane. 2-methvl- 72 C5H12 000078-78-4 80
3 Butane. 2-methvl- 72 C5H12 000078-78-4 80
4 3-Buten-1-ol 72 C4H80 000627-27-0 37
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 25

Abundance Scan 174 (1.650 min): VV017506.D (-165) (-) m/z 41.10 100.00%
4 57
5000
50 | 65 72 -8 o4 1.40 1.60 1.80 2.00
o} N 1] Wy P MU N AN S m/z 43.10 95.57%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #714: Butane, 2-methyl-
43
57
5000
140 1.60 1.80 2.00
29 m/z 42.05 93.12%
5 x| s e T
e U I I I I UL UL UL LI
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43
57 1.40 1.60 1.80 2.00
5000 29 m/z 57.10 79.64%
1 15 37 51 63 /2
e UL UL UL I IR UL UL UL LI
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #712: Butane, 2-methyl-
43 1.40 1.60 1.80 2.00
m/z 38.95 37.77%
57
5000 27
15 ‘
0 '“lg'“l'J“l"”l"“i'l“?$“‘|“"7ﬁ"l“"l“"w
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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: Cyclic3.79 Concentration Rank 20

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

3.79 0.56 ug/L 42015 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 59
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 58

Abundance Scan 840 (3.791 min): VV017506.D (-827) (-) m/z 56.05 100.00%
96
5000 4l 69
84
35| | 475 65| 79 3.40 3.60 3.80 4.00 4.20
O e e ..!.I..!.‘....'!:!!,...,..:.','..!.,'....,.:.!,:'.'..,.:..,....,.. m/z 41.00 50.89%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1491: Cyclopentane, methyl-
56
5000 4l
69 3.40 3.60 3.80 4.00 4.20
84 m/z 68.95 43.00%
0 15 \‘31 37 51 “ 6165 | 7377
miz--> 5 L5 15 20 25 30 3 40 45 %0 95 6b 65 70 75 30 38 90 98
Abundance
56
a1 3.40 3.60 3.80 4.00 4.20
5000 69 m/z 55.05 32.44%
28
84
0 15 37 51 65 77
BRAALALAL) LA L) L) k) SN AR LAALY AL KU LA ML) LA KARA) NLALN RALAY KL LA MR WM L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1493: Cyclopentane, methyl-
56 3.40 3.60 3.80 4.00 4.20
a1 m/z 38.95 26 .85%
5000
69
27 84
0 1 15 || 3337, 51 H“ 6165, 77
m/z--> 0 5 10 15 20 2'5 3'0 35 4'0 4'5 50 55 60 6|5 7'0 75 80 85 90 95 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\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 21

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

4.94 0.52 ug/L 38600 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 53
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 53
3 1-Heptene. 4-methvl- 112 C8H16 013151-05-8 47
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 47
5 Trans-3-methylpent-3-ene-5-0l 100 C6H120 030801-95-7 47

Abundance Scan 1197 (4.939 min): VV017506.D (-1182) (-) m/z 43.00 100.00%
43 71
57
5000
‘| 51 H | 8|5 1?0 460 480 500 5.20
0..W.H.P.”,”.w.”.p!HNL.MJHLH.HHA.W.”!“.”,”.w m/z 41.10 82.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3980: Hexane, 3-methyl-
43
5000 29 57 71
460 4.80 5.00 5.20
m/z 71.10 81.82%
o1 15 ‘ |, 50| 64 | 788 100
miz--> ) 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
460 4.80 5.00 5.20
5000 57 70 m/z 70.10 77.90%
29
15 50 85 100
e LA A RS RARAN AARS RARRS RRARS RN RARRS RARRN SRS RRRRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6670: 1-Heptene, 4-methyl-
43 460 4.80 5.00 5.20
70 m/z 57.00 71.49%
5000 55
27
0 15 H [ Al 63\\‘ . ” 8\4 97 112
m/z--> ) 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 17

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

5.52 0.66 ug/L 49372 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 58
2 Heptane 100 C7H16 000142-82-5 53
3 Heptane 100 C7H16 000142-82-5 50
4 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 50
5 Cyclopropane, butyl- 98 C7H14 000930-57-4 43

Abundance Scan 1378 (5.521 min): VV017506.D (-1360) (-) m/z 43.00 100.00%
a3
71
57
5000
100
27| 5]1| 65‘ 47 85 520 540 560 5.80
O e e et e i e b Tm/z 41.00  86.03%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3972: Heptane
43
5000 57 71
29 520 5.40 5.60 5.80
m/z 71.10 71.84%
100
0 15 L‘ 37, 51 65| 8
RIS L SUI SULEL SULILL IULLR SO IULIL JULIN UL SO R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43
5 520 5.40 5.60 5.80
5000 1 m/z 57.10 62.74%
29 100
85
e A RS LS RN USRS RS RARRS RS RARRS SRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3971: Heptane
43 520 5.40 5.60 5.80
m/z 56.10 44 .30%
5000 29 57 71
‘ 100
o1 15 | 37L“ 51| es | 77 85 |
m/z--> O 10 20 30 40 50 60 70 8 9 100 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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: Cyclic7.29 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
7.29 0.50 ug/L 43172 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane.
2 Cvclohexane.
3 Cvclohexane.

000638-04-0 64
002207-03-6 64
002207-03-6 64

4 Cvclohexane. 000638-04-0 64

5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 59
Abundance Scan 1928 (7.290 min): VV017506.D (-1918) (-) m/z 97.05 100.00%
o7
55
5000 a1
70 112
| | 63||| 81 7.00 7.20 7.40 7.60
0..,....,....,....,!'...;'-".':,..-..,...-.,'.--:..,..'-.!,....,'.-...,. m/z 55.10 61.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6801: Cyclohexane, 1,3-dimethyl-, cis-
55 97
5000 LIS L L L L L L
a1 7.00 7.20 7.40 7.60
69 112 m/z 41.10 33.85%
27 83
15 1l | 63 || 77 91
N o A o B E o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55 97
RN R EE S E L e S
7.00 7.20 7.40 7.60
5000 m/z 112.10 28.12%
41 112
69
29
0 35 49 63 77 8 91
L o T LI B o e o o o B o BRmEE e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans-
5 97 7.00 7.20 7.40 7.60
m/z 39.00 24 .65%
5000 a1
112
69
27 ‘ 83
o N - N S Y O <3 £ A 1 S A e Ay
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60

SOMVTRO71420WMA .M Thu Jul 16 15:54:03 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 15

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

7.59 0.70 ug/L 60199 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 80
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 64
3 Undecane. 2.4-dimethvl- 184 C13H28 017312-80-0 59
4 Octane 114 C8H18 000111-65-9 58
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 50

Abundance Scan 2021 (7.589 min): VV017506.D (-2012) (-) m/z 43.10 100.00%
43
85
5000 57
71
|‘ | o5 114 7.20 7.40 7.60 7.80 8.00
o PRV PRV’ S Y A m/z 85.10 60.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7620: Octane
43
5000
57 7.20 7.40 7.60 7.80 8.00
29 ‘ n % m/z 41.10 53.11%
| S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43
720 7.40 7.60 7.80 8.00
5000 o m/z 57.00 42 .35%
57 71
29
0 99 113 128
LR UL S UL UL UL SRR SR SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48880: Undecane, 2,4-dimethyl-
43 7.20 7.40 7.60 7.80 8.00
m/z 71.10 31.51%
57 85
5000 7
29 ‘
o1l Joo L 99 113 126 141 155 169 184
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00

SOMVTRO71420WMA .M Thu Jul 16 15:54:05 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 9

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

9.23 1.07 ug/L 91308 Chlorobenzene-d5 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 93
2 Nonane 128 C9H20 000111-84-2 93
3 Nonane 128 C9H20 000111-84-2 81
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 50
5 Octane 114 C8H18 000111-65-9 50

Abundance Scan 2532 (9.232 min): VV017506.D (-2522) (-) m/z 43.10 100.00%
43 7
5000 85
71
9 128 8.80 9.00 9.20 9.40 9.60
o..,....,....,..3.‘?|,| 5,9':“',.‘3f‘..||...7ﬁ.!.....'.'|,...1.1,9..1.?9...|,.... m/z 57.05 93.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12663: Nonane
43
57
5000
29 8.80 9.00 9.20 9.40 9.60
71 85 m/z 41.05 59.71%
o sl el | % g3 18
s T % 40 5 6 1o 86 % 1% 110 130 130
Abundance
43
57 IR SR L R
8.80 9.00 9.20 9.40 9.60
5000 m/z 85.10 44 _20%
29 71 8
15 50 99 128
G R R R RS RS AR RAARS RARRS RRRAN LRSS LRSS SRS BAAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12664: Nonane
43 57 8.80 9.00 9.20 9.40 9.60
m/z 71.05 32.52%
5000
- 71 85
XY= 0 B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.80 9.00 9.20 9.40 9.60

SOMVTRO71420WMA .M Thu Jul 16 15:54:06 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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, propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.38 0.70 ug/L 66637 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 94
2 Benzene. propvl- 120 C9H12 000103-65-1 87
3 Benzene. propvl- 120 C9H12 000103-65-1 72
4 2.4.6-Cvcloheptatrien-1-one. 4-m... 120 C8H80 1000327-34-9 53
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 46
Abundance Scan 2889 (10.379 min): VV017506.D (-2876) (-) m/z 90.95 100.00%
o
5000
120
39 51 g 65  ,g g7 105 | 10.00 10.20 10.40 10.60
0.w.”.“.”,“.n“.”fh.wﬂl.“.A,”.q!.”,”nw.mnﬁ.”, m/z 120.10 18.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9407: Benzene, propyl-
9
5000
10.00 10.20 10.40 10.60
65 120 m/z 65.10 11.88%
ol a5 2r B Slgg | B 105
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
91
10.00 10.20 10.40 10.60
5000 m/z 92.00 10.58%
120
27 39 s 8 78 105
G R R R RS RS NS ALRRA RS RS SRS SARRN RARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9406: Benzene, propyl-
el 10.00 10.20 10.40 10.60
m/z 78.00 6.12%
5000
120
o 15 27 39 5lsg & 78 | 1056 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 10.00 10.20 10.40 10.60

SOMVTRO71420WMA .M Thu Jul 16 15:54:08 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.47 3.61 ug/L 345784 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. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
Abundance Scan 2917 (10.470 min):WOl7506.D(d;2906) ) m/z 105.05 100.00%
105
5000
120
77 91
39 51 65 10.20 10.40 10.60 10.80
Ol e 84 9B 12 L 138 75 7150.10  32.62%
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 10.20 10.40 10.60 10.80
o1 m/z 91.00 13.25%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
10.20 10.40 10.60 10.80
5000 m/z 76.95 12.66%

120

39 7 Al
o 21 o1 58 65 84 98 | 113

mmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-

10.20 10.40 10.60 10.80
m/z 106.10 8.95%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.20 10.40 10.60 10.80

SOMVTRO71420WMA .M Thu Jul 16 15:54:09 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 4
R.T. EstConc Area Relative to ISTD R.T.
10.56 1.67 ug/L 160360 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 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 95
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
5 Mesitylene 120 C9H12 000108-67-8 93
Abundance Scan 2945 (10.560 min): VV017506.D (-2936) (-) m/z 105.05 100.00%
105
5000 120
7 91
39 51 65 10.20 10.40 10.60 10.80
Ol e 8L 9Bl b 134 s 120.10  47.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9420: Benzene, 1,2,4-trimethyl-
105
120
5000
10.20 10.40 10.60 10.80
77 m/z 118.95 12.97%
21 4l 5\1 58 65 ‘\ 9‘1 | ‘ ‘\
ot e e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 10.20 10.40 10.60 10.80
5000 m/z 77.00 12.24%
15 27 39 51565 | gq 9 gg

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9402: Mesitylene

10.20 10.40 10.60 10.80
m/z 90.95 9.32%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.20 10.40 10.60 10.80

SOMVTRO71420WMA .M Thu Jul 16 15:54:10 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 Benzene, l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.76 1.40 ug/L 133953 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. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 94
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3007 (10.759 min): W017506.D(-29962b ) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 10.40 10.60 10.80 11.00
O et s b el b 8 b ST L b Tm/z 120.10  29.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.40 10.60 10.80 11.00
m/z 76.95 11.90%
27 Sleges g o | ng
[ R R R R e i i e e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 90.95 11.48%
120
)15 21 3 51565 o9l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105 10.40 10.60 10.80 11.00
m/z 79.00 9.63%
5000
17 o 120
- A N N 1 RO A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.94 5.85 ug/L 560425 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 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3063 (10.939 min): VV017506.D (—3d())42) ) m/z 105.10 100.00%
105
5000 120
7 91
39 51 65 10.60 10.80 11.00 11.20
Ol e o b sl e 28 L AL 183 Tns77120.10 44 40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.60 10.80 11.00 11.20
77 m/z 77.00 12.66%
o 15 27 % Slgges 1 Sleg | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 10.60 10.80 11.00 11.20
5000 m/z 119.05 11.70%
27 4 Slegges f 91
0<
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9419: Benzene, 1,2,4-trimethyl-
105 10.60 10.80 11.00 11.20
m/z 91.05 11.49%
120
5000
39 77
o Ses %
O T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 Mesitylene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.36 1.89 ug/L 181043 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 95
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 3194 (11.360 min):W017506.D(—3183)d)(—) m/z 105.05 100.00%
105
5000 120
39 51 63 g 77 91 112 11.00 11.20 11.40 11.60
O ettt e | T m/z 120.10° 41.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 L SR SRR B UL B
11.00 11.20 11.40 11.60
-7 m/z 77.10 11.99%
o 15 27 3 Sloges g Nor | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
11.00 11.20 11.40 11.60
5000 120 m/z 91.00 10.51%
77
ol 15 27 39 51 g4 65 g2 " os 1m
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105 11.00 11.20 11.40 11.60
m/z 106.00 9.10%
5000
120
15 2 3 sieges TS|
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 11.00 11.20 11.40 11.60

SOMVTRO71420WMA .M Thu Jul 16 15:54:14 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.55 1.57 ug/L 150569 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 93
3 Indane 118 C9H10 000496-11-7 90
4 Indane 118 C9H10 000496-11-7 87
5 (2)-1-Phenylpropene 118 C9H10 000766-90-5 70
Abundance Scan 3253 (11.550 min): VV017506.D (-3242) (-) m/z 117.10 100.00%
147
5000
39 5 8304 84 il 103 134 11.20 11.40 11.60 11.80
Ol e prredrrr el gt Skl il 184 TR777118.10  59.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane

A\
LN L L L L L L L Y

11.20 11.40 11.60 11.80
m/z 115.10 37.87%

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 15.56%

58 91
. o7 39 51°° 65 77 103119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane

11.20 11.40 11.60 11.80
m/z 116.10  12.49%

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\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 17 Oxirane, 2-methyl-2-phenyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.59 0.59 ug/L 56739 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. 2-methvl-2-phenvl- 134 C9H100 002085-88-3 72
2 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 68
3 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 64
4 Benzene. (1-methvlpropvl)- 134 C10H14 000135-98-8 64
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 59
Abundance Scan 3265 (11.588 min):WOl7506.D(—d;3263) ) m/z 105.10 100.00%
105
5000
77 134
37 52 65 ) 91 120 | 11.20 11.40 11.60 11.80 12.00
Ol prrrrprerrrretsrree b gt et il et b | m/Zz 134.10 21.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15317: Oxirane, 2-methyl-2-phenyl-
105
5000
11.20 11.40 11.60 11.80 12.00
77 m/z 77.00 14 .49%
o 1827 39 S e || g ms ¥
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11.20 11.40 11.60 11.80 12.00
5000 m/z 106.00 12.75%
134
7 91
o 15 27 39 51 65 98 115 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15358: Benzeneacetaldehyde, .alpha.-methyl-
105 11.20 11.40 11.60 11.80 12.00
m/z 78.95 10.91%
5000
77 134
. 27 3 S ey || S ) us
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 18 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.04 0.83 ug/L 79535 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94

Abundance Scan 3405 (12.039 min): VV017506.D (-3393) (-) m/z 119.05 100.00%
119
5000
134
91
39 53 65 77 105 11.80 12.00 12.20 12.40
Obrrrprrrrprrrrprrer e e e e m/z 134.10 31.91%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119
5000
134 11.80 12.00 12.20 12.40
m/z 90.95 19.52%
» 15 27 % ;e 7T s
O e T T A T T e T e
miz--> 0 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 120.00 10.82%
134
91
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 11.80 12.00 12.20 12.40
m/z 117.10 10.66%
5000
91 134
7 39 51 65 ! 105
0"W””I}?I”“I””T””N“”IM”I”JH””W“”IM“IJAI””I””I”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 19 Benzene, (1-methyl-1-propen... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.14 0.89 ug/L 84909 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 90
2 Indan. 1-methvl- 132 C10H12 000767-58-8 87
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 86
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 86
5 Indan, l-methyl- 132 C10H12 000767-58-8 81
Abundance Scan 3437 (12.141 min): VV017506.D (-3426) (-) m/z 117.05 100.00%
117
5000
132
91
3g 51 65 77 11.80 12.00 12.20 12.40
o 02 Ml 27 Tm/z 115.00  30.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117
132
5000
11.80 12.00 12.20 12.40
9a m/z 132.10 25.83%
o7 39 51 65 77 ‘ 103 ‘
0 ...lu‘...‘luu“ﬁ‘.l‘l‘...Hlu.‘..|“l‘..‘l‘lul‘.‘.luuuuluuuulu...|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
11.80 12.00 12.20 12.40
5000 m/z 91.00 12.06%
132
91
27 39 51 65 77 103
O e T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117 11.80 12.00 12.20 12.40
m/z 131.00 8.88%
5000 132
91
15 27 3 5L 6s 77 s |||
mz-> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 20 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.49 0.80 ug/L 76960 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
4 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
Abundance Scan 3545 (12.489 min): VV017506.D (-3537) (-) m/z 119.10 100.00%
119
5000 134
77 o 12.20 12.40 12.60 12.80
39 51 65 103 : : : :
o..,....,....,....,....,....,..'..,...'.',....,|....,.-:-..1,1.1.'.'~.I....,.'.'..,....1,“?.2..,. m/z 134.05 41.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-

5000
12.20 12.40 12.60 12.80

m/z 91.00 17.97%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119

12.20 12. 40 12 60 12.80

5000 134 m/z 120.00 10.71%

91
15 27 39 51 65 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-

12.20 12.40 12.60 12.80

m/z 117.10 9.43%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 21 1-Phenyl-1-butene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.75 0.64 ug/L 61144 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 94
2 Benzene. 1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 92
3 Benzene. 1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 92
4 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
Abundance Scan 3626 (12.749 min): VV017506.D (-3617) (-) m/z 117.00 100.00%
147
5000 132
105
39 °1 65 77 gr “ ‘ 148 12.40 12.60 12.80 13.00
Orrprrrrprrreprredrrre el et m/z 131.95 _ 41.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14034: 1-Phenyl-1-butene
117

5000
12.40 12.60 12.80 13.00

m/z 114.95 31.70%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
12.40 12.60 12.80 13.00
5000 132 m/z 105.00 29.14%

91
0 15 27 39 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-

12.40 12.60 12.80 13.00
m/z 106.10  21.04%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071520\
Data File : VV017506.D

Aca On 15 Jul 2020 12:55

Operator : SY/MD

Sample : L3281-20

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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 22 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.91 1.10 ug/L 105220 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 87
2 2.4-Dimethvlstvrene 132 C10H12 002234-20-0 70
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 64
4 1H-Indene. 2.3-dihvdro-2-methvl- 132 C10H12 000824-63-5 64
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 64
Abundance Scan 3676 (12.910 min): VV017506.D (-3665) (-) m/z 117.05 100.00%
117
5000 132
91
39 51 63 L& a1 | 103 || 12.60 12.80 13.00 13.20
Ol prrrrprresbeteee el gl 8l i Ml Tmzz 132.00  40.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 12.60 12.80 13.00 13.20
51 77 m/z 119.10 34 .29%
41 | s8 T g4 | 9810°
O”I”'W”'W”'W””Jw”wﬁm"HPP”JP”'“W'P'JP'Amh”I”
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 115.00 33.78%
91
39
27 51 63 77
15 gg 105
0‘
mﬂmmwmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 12.60 12.80 13.00 13.20
m/z 90.95 20.54%
5000 132
91
o 15 27 3 1 63 T | 08 || A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1260 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071520\
Data File : VV017506.D

Acq On 15 Jul 2020 12:55

Operator : SY/MD

Sample - L3281-20

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71420WMA .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]
2-Butenal, (E)- 1.12 0.9 ug/L 68895 1 5.64 373572 5.0
(DEL) Alkane: Str... 1.65 0.9 ug/L 70780 1 5.64 373572 5.0
(DEL) Alkane: Cyc... 3.79 0.6 ug/L 42015 1 5.64 373572 5.0
(DEL) Alkane: Str... 4.94 0.5 ug/L 38600 1 5.64 373572 5.0
(DEL) Alkane: Str... 5.52 0.7 ug/L 49372 1 5.64 373572 5.0
(DEL) Alkane: Cyc... 7.29 0.5 ug/L 43172 2 8.87 428199 5.0
(DEL) Alkane: Str... 7.59 0.7 ug/L 60199 2 8.87 428199 5.0
(DEL) Alkane: Str... 9.23 1.1 ug/L 91308 2 8.87 428199 5.0
Benzene, propyl- 10.38 0.7 ug/L 66637 3 11.27 479125 5.0
Benzene, l-ethyl-_.. 10.47 3.6 ug/L 345784 3 11.27 479125 5.0
Benzene, 1,2,4-tr... 10.56 1.7 ug/L 160360 3 11.27 479125 5.0
Benzene, l-ethyl-_... 10.76 1.4 ug/L 133953 3 11.27 479125 5.0
Benzene, 1,2,3-tr... 10.94 5.8 ug/L 560425 3 11.27 479125 5.0
Mesitylene 11.36 1.9 ug/L 181043 3 11.27 479125 5.0
Indane 11.55 1.6 ug/L 150569 3 11.27 479125 5.0
Oxirane, 2-methyl._... 11.59 0.6 ug/L 56739 3 11.27 479125 5.0
Benzene, 2-ethyl-... 12.04 0.8 ug/L 79535 3 11.27 479125 5.0
Benzene, (1-methy... 12.14 0.9 ug/L 84909 3 11.27 479125 5.0
Benzene, 1,2,4,5-_... 12.49 0.8 ug/L 76960 3 11.27 479125 5.0
1-Phenyl-1-butene 12.75 0.6 ug/L 61144 3 11.27 479125 5.0
Benzene, 2-etheny... 12.91 1.1 ug/L 105220 3 11.27 479125 5.0
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