LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063760.D

Aca On : 30 Sep 2020 19:31

Operator : JC/MD

Sample : L4181-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 N\METHODS\82N093020W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.769 611 631 651 rBY 1638265 4214912 23.68% 2.421%
2 4.010 689 706 735 rBV 323709 916469 5.15% 0.526%
3 6.785 1547 1569 1594 rBV 248660 733352 4.12% 0.421%
4 7.550 1786 1807 1818 rBV3 176367 451860 2.54% 0.260%
5 7.627 1819 1831 1857 rVB 308115 732393 4.12% 0.421%
6 7.991 1923 1944 1964 rBv2 223108 544741 3.06% 0.313%
7 8.550 2103 2118 2138 rBV 488814 1021372 5.74% 0.587%
8 9.007 2247 2260 2288 rBV 80588 201447 1.13% 0.116%
9 10.061 2573 2588 2598 rBV 793850 1463699 8.22% 0.841%
10 10.126 2598 2608 2631 rVB 463931 863302 4 .85% 0.496%

11 11.380 2984 2998 3017 rBV 803636 1405559 7.90% 0.807%
12 11.483 3017 3030 3047 rBV 1041959 1763794 9.91% 1.013%
13 11.592 3047 3064 3086 rBV 4265674 7989393 44.89%% 4._.588%
14 11.920 3146 3166 3183 rBV 3461751 5824749 32.73% 3.345%
15 12.003 3183 3192 3213 rVB3 146571 323401 1.82% 0.186%

16 12.222 3250 3260 3271 rBV 297650 491713 2.76% 0.282%
17 12.376 3298 3308 3318 rVB 677450 1085545 6.10% 0.623%
18 12.566 3356 3367 3376 rBV 1102179 1735407 9.75% 0.997%
19 12.630 3376 3387 3393 rBV 4958817 8015491 45.04% 4.603%
20 12.708 3404 3411 3423 rVB 2799031 4330045 24.33% 2.487%

21 12.865 3447 3460 3475 rBV 2950370 4826488 27.12% 2.772%
22 13.013 3492 3506 3518 rBV 10767227 17796851 100.00% 10.221%
23 13.145 3533 3547 3556 rVB2 174956 384094 2.16% 0.221%
24 13.209 3557 3567 3576 rBV 387178 615624 3.46% 0.354%
25 13.264 3576 3584 3590 rBV2 167865 243757 1.37% 0.140%

26 13.347 3590 3610 3621 rVV 4739541 9110242 51.19% 5.232%
27 13.425 3622 3634 3646 rVV 9090336 14097806 79.22% 8.097%
28 13.518 3646 3663 3670 rVV 4674931 8379728 47.09% 4.813%
29 13.560 3670 3676 3693 rVV2 1834746 3487873 19.60% 2.003%
30 13.650 3694 3704 3712 rVvV 716801 1104588 6.21% 0.634%

31 13.714 3712 3724 3734 rVV2 701772 1291444 7.26% 0.742%
32 13.778 3734 3744 3748 rVV 1346439 2098158 11.79% 1.205%
33 13.807 3749 3753 3761 rVV 1351345 1794367 10.08% 1.031%
34 13.862 3761 3770 3780 rVV 2261882 3395517 19.08% 1.950%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063760.D

Aca On : 30 Sep 2020 19:31

Operator : JC/MD

Sample : L4181-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_N\METHODS\82N093020W .M
SW846 8260

35 13.920 3780 3788 3794 rVV 337942 499719 2.81% 0.287%

36 13.968 3794 3803 3814 rVB 1362077 2187907 12.29% 1.257%
37 14.103 3835 3845 3852 rBV 757360 1264125 7.10% 0.726%
38 14.183 3861 3870 3876 rBV 1476400 2366433 13.30% 1.359%
39 14.222 3876 3882 3891 rVV 2546171 3768410 21.17% 2.164%
40 14.270 3891 3897 3903 rvv2 320117 386604 2.17% 0.222%

41 14.309 3904 3909 3918 rVB3 209630 270255 1.52% 0.155%
42 14.408 3934 3940 3944 rBV2 173279 215088 1.21% 0.124%
43 14.450 3944 3953 3962 rVV 1959549 3185771 17.90% 1.830%
44 14.498 3962 3968 3976 rVB 1030914 1422720 7.99% 0.817%
45 14.566 3976 3989 4000 rBV3 4395801 8840284 49.67% 5.077%

46 14.621 4000 4006 4018 rvB4 555076 1018444 5.72% 0.585%
47 14.714 4024 4035 4051 rVvB 2872081 4678658 26.29% 2.687%
48 14.823 4052 4069 4075 rBv4 758327 1676063 9.42% 0.963%
49 14.929 4092 4102 4113 rVB2 775256 1565004 8.79% 0.899%
50 15.103 4142 4156 4167 rBV 4896510 8923413 50.14% 5.125%

51 15.161 4167 4174 4182 rVV 633473 975191 5.48% 0.560%
52 15.222 4183 4193 4210 rVV6 587711 1919683 10.79% 1.103%
53 15.302 4211 4218 4231 rVB 884640 1442027 8.10% 0.828%
54 15.386 4233 4244 4257 rBV 685664 1402846 7.88% 0.806%
55 15.579 4285 4304 4321 rVB 1712060 4060760 22.82% 2.332%

56 15.736 4343 4353 4372 rVB4 485113 1165343 6.55% 0.669%
57 15.878 4384 4397 4408 rBV 1134904 2306402 12.96% 1.325%
58 15.997 4428 4434 4440 rBV3 118605 186412 1.05% 0.107%
59 16.064 4447 4455 4463 rBV4 374197 639306 3.59% 0.367%
60 16.122 4464 4473 4485 rVB 1146563 2155585 12.11% 1.238%

61 16.193 4487 4495 4516 rVB 647536 1233299 6.93% 0.708%
62 16.309 4520 4531 4544 rBV 699090 1628259 9.15% 0.935%

Sum of corrected areas: 174119192
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063760.D

Aca On : 30 Sep 2020 19:31

Operator : JC/MD

Sample : L4181-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN063760.D

le+07
8000000
6000000
4000000
2000000 3.77

4.01

0
Time--> 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance TIC: VN063760.D

1e+07
8000000

6000000

11.59
4000000

2000000

10,06, 11384

OBy e L e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VN063760.D

1e+07
13.42

8000000

6000000

12.63 1334352 1510

4000000{ 1 gy

2000000

12.

12 2%2'38
2.00 /.\.A.

04—+
Time--> 12.00

= L
12.50 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063760.D

Aca On : 30 Sep 2020 19:31

Operator : JC/MD

Sample : L4181-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .M
SW846 8260

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 Isopropyl Alcohol Concentration Rank 2

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

4.01 62.57 ug/1 916469 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 78
2 Formic acid. l1l-methvlethvl ester 88 C4H802 000625-55-8 40
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
4 Hvdrazine. propvl- 74 C3H10N2 005039-61-2 9
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 706 (4.010 min): VN063760.D (-689) (-) m/z 45.05 100.00%
45 ?
5000
41 3.60 3.80 4.00 4.20 4.40
37 55 59 76
Obrrrrrprrrrprrrrprrrrprereprrree HpHH e e m/z 43.10 23.70%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #294: 1sopropy! Alcohol
45
5000 IR SR R AR R
3.60 3.80 4.00 4.20 4.40
27 m/z 41.05 9.47%
1519 31 41 59
O'W“W“”“JP”W“WL“PZMLI”“PmP“““W”“PmP“W“W“”P“WW
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
45
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.05 8.23%
41
27 23
o 81 37 50 5559 67 88
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #944: R-(-)-1,2-propanediol
45 3.60 3.80 4.00 4.20 4.40
m/z 42.10 5.96%
5000
1 29
o 157 25| 33 39| 535761 76
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063760.D

Aca On : 30 Sep 2020 19:31

Operator : JC/MD

Sample : L4181-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .M
SW846 8260

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 Benzene, l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.63 43.99 ug/1 8015490 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3387 (12.630 min): VN063760.D (-3376) (-) m/z 105.10 100.00%
105
5000
120
77 91 ol 15'en a5len 1ainn |
39 51 65 12.40 12.60 12.80 13.00
Obreprrrrrrrrrrrrare gt el b i 2356 7z 120,10 31.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000 N NN AR SR A
120 12.40 12.60 12.80 13.00
m/z 91.10 13.42%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
105
BRI S e
12.40 12.60 12.80 13.00
5000 m/z 77.05 13.26%
120
77 91
|15 2z % 8 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9424: Benzene, 1-ethyl-4-methyl- A aE s B R
105 12.40 12.60 12.80 13.00
m/z 106.10 9.21%
5000
120
15 27 39 5\1 6? 7? n Al A
R B L B e B L B L e A RRAR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063760.D

Aca On : 30 Sep 2020 19:31

Operator : JC/MD

Sample : L4181-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .M
SW846 8260

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 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.87 26.49 ug/1 4826490 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3462 (12.872 min): VN063760.D (-3447) (-) m/z 105.10 100.00%
105
5000
120 A
77 91 o rolan aalo il
39 51 65 12.60 12.80 13.00 13.20
0 140 207 m/z 120.10 29.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 12.60 12.80 13.00 13.20
m/z 77.05 12.84%
27 39 51 @5 77 91
0 ...|.‘...‘l‘..“.‘.‘l‘.‘...“‘luu‘kul“‘..‘.|‘....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105 AA
120 12.60 12.80 13.00 13.20
5000 m/z 91.05 12.74%
ol 15 %7 39 51 g5 /7 91
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105 12.60 12.80 13.00 13.20
m/z 79.10 9.83%
5000
120
sama s | L)
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063760.D

Aca On : 30 Sep 2020 19:31

Operator : JC/MD

Sample : L4181-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .M
SW846 8260

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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.42 77.37 ug/l 14097800 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 53
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
4 1-Decene. 2.4-dimethvl- 168 C12H24 055170-80-4 53
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 45
Abundance Scan 3633 (13.421 min): VN063760.D (-3622) (-) m/z 57.10 100.00%
57
5000 41 ]\—
0 83 UL BN B B B
98 13.20 13.40 13.60 13.80
o ,..'-.~.,-|!...',..1?2.,..1.3f‘,..1§2],....,....,210.7.. m/z 41.10 47.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
0 13.20 13.40 13.60 13.80
29 83 m/z 43.10 37.00%
98
0||1|5||||||||||||||||||||||:|I-]|-2||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
13.20 13.40 13.60 13.80
5000 m/z 55.10 30.75%
41
70
98
olts D B L Mmes g
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13668: 2—Pr0py|—l—pentano| LI L L L L L B B
57 13.20 13.40 13.60 13.80
m/z 70.10 23.61%
5000 41
- 70
83
0 '}?I""I""I""I"'??'}%%I""I S N RS R B LN BN I
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063760.D

Aca On : 30 Sep 2020 19:31

Operator : JC/MD

Sample : L4181-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Benzene, cyclopropyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.52 45.99 ug/1 8379730 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopropvl- 118 C9H10 000873-49-4 94
2 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 94
3 Benzene. l1l-ethenvl-4-methvl- 118 C9H10 000622-97-9 91
4 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 87
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 87
Abundance Scan 3664 (13.521 min): VN063760.D (-3646) (-) m/z 117.10 100.00%
147
5000 A\
91 e ”........”
39 63 77 134 208 o8 13.20 13.40 13.60 13.80
0 152 L m/z 118.10 55.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8964: Benzene, cyclopropyl-
117
5000 SR UL B BN UL
o1 1320 13.40 13.60 13.80
m/z 105.10 40.11%

o 27 51 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117

13.20 13.40 13.60 13.80

5000 m/z 115.10 34.66%
91
39 88 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117 13.20 13.40 13.60 13.80
m/z 91.10 21.07%
5000 o1
39 63
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063760.D

Aca On : 30 Sep 2020 19:31

Operator : JC/MD

Sample : L4181-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.86 18.64 ug/Il 3395520 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 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. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 94
5 p-Cymene 134 C10H14 000099-87-6 94

Abundance Scan 3769 (13.859 min): VN063760.D (-3761) (-) m/z 119.10 100.00%
119
5000
oL 134
39 g3 /7 | 105 13.60 13.80 14.00 14.20

Ol b e M b 298 292209 267 Tm/z 134.15  27.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-

5000
13.60 13.80 14.00 14.20

m/z 91.10 18.53%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 120.10 10.31%
134

91

. 27 41 63 77 | 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-

13.60 13.80 14.00 14.20
m/z 77.10 9.71%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063760.D

Aca On : 30 Sep 2020 19:31

Operator : JC/MD

Sample : L4181-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .M
SW846 8260

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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.22 20.68 ug/1 3768410 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
2 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 93
5 p-Cymene 134 C10H14 000099-87-6 91
Abundance Scan 3881 (14.219 min): VN063760.D (-3876) (-) m/z 119.10 100.00%
119
5000 134
39 m 14.00 14.20 14.40 14.60
63 105 : : :
0 ...,....',..1..,-.'...'--,....,-.-..':' N7 L RN 10 RN — m/z 134.20 41.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134
5000
14.00 14.20 14.40 14.60
m/z 91.10 17.62%
105
O.HPLNLE.N”.“ﬂ.“”v.Jk.”w.”..”..”..”..”w.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
14.00 14.20 14.40 14.60
5000 m/z 120.10 10.38%
. 91 134
2g 51 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119 14.00 14.20 14.40 14.60
m/z 77.10 9.58%
134
5000
91
0 27 ‘\1\1 63 7\7 ‘ 105 ] ‘\
TTT T I T T[T |||| LIS I I O —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
m/z--> ﬁo 46 eb 86 160 120 140 1éo 180 200 220 240 2éo 2éo 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063760.D

Aca On : 30 Sep 2020 19:31

Operator : JC/MD

Sample : L4181-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .M
SW846 8260

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, 2-ethenyl-1,4-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .57 48_.52 ug/1 8840280 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 83
3 1H-Indene. 2.3-dihvdro-2-methvl- 132 C10H12 000824-63-5 80
4 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 76
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
Abundance Scan 3990 (14.569 min): VN063760.D (-3976) (-) m/z 117.10 100.00%
1
5000
132
39 51 65 77 14.20 14.40 14.60 14.80
o BN 1 — m/z 132.05  34.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 14.20 14.40 14.60 14.80
0,
b7 39 51 65 77 1o m/z 115.05 29.14%
15 5 | !
0 |||||‘||||||H‘|‘|‘|||“i“|||‘=||Mi‘|||||‘l‘|‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 14.20 14.40 14.60 14.80
5000 m/z 119.10 19.58%
91
o7 39 51 65 77 105
O e T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14085: 1H-Indene, 2,3-dihydro-2-methyl-
117 14.20 14.40 14.60 14.80
m/z 131.10 17.87%
132
5000
91
o7 39 51 65 77 ‘ 104
0 ...lu‘...l..“l‘.‘l“l‘...“l..‘..ﬂl‘..“lu‘l‘.‘.l....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063760.D

Aca On : 30 Sep 2020 19:31

Operator : JC/MD

Sample : L4181-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .M
SW846 8260

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.71 25.68 ug/1 4678660 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 96
2 Benzene. cvclobutvl- 132 C10H12 004392-30-7 59
3 Indan. epoxide 132 C9H80 000768-22-9 52
4 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 46
5 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 43
Abundance Scan 4034 (14.711 min): VN063760.D (-4024) (-) m/z 104.10 100.00%
104
5000 o1 132
78 115 LA BRI UL B
39 51 65 151 166 207 14.40 14.60 14.80 15.00
o} R B e Ao m/z 132.10 44 _26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 91 132 UL LN S LR B
14.40 14.60 14.80 15.00
m/z 91.10 41.91%
o7 39 51 65 78 117
o A RSO N N Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
104
14.40 14.60 14.80 15.00
5000 m/z 115.10 18.83%
78
39 50 g5 o 5 ¥
O e e T e
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14522: Indan, epoxide
104 14.40 14.60 14.80 15.00
m/z 117.10 13.88%
5000
51 78 132
m/z--> 20 40 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN093020\
Data File : VN063760.D

Aca On : 30 Sep 2020 19:31

Operator : JC/MD

Sample : L4181-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .M
SW846 8260

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.58 22.29 ug/1 4060760 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 98
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 96
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 87
4 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 78
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 55

Abundance Scan 4304 (15.579 min): VN063760.D (-4285) (-) m/z 131.10 100.00%

5000

39 63 77 15.20 15.40 15.60 15.80
165180 207 ;
01 m/z 118.10 86.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
118131
/\/\_

5000

15.20 15.40 15.60 15.80
m/z 146.20 66.42%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
118131
3 146
15.20 15.40 15.60 15.80
5000 m/z 117.10 44.22%
91
39 63 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131 15.20 15.40 15.60 15.80
146 m/z 115.10 31.91%
5000 01
115
39 3 7
0f . M..”...”..”..”...”“.”,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80

82N093020W.M Thu Oct 01 13:49:41 2020 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN093020\
Data File : VN063760.D

Acq On : 30 Sep 2020 19:31

Operator : JC/MD

Sample : L4181-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N093020W .M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl Alcohol 4.01 62.6 ug/l 916469 1 7.63 732393 50.0
Benzene, l-ethyl-_.. 12.63 44 .0 ug/l1 8015490 4 13.32 9110240 50.0
Benzene, 1,2,3-tr... 12.87 26.5 ug/1 4826490 4 13.32 9110240 50.0
1-Hexanol, 2-ethyl- 13.42 77.4 ug/1 14097800 4 13.32 9110240 50.0
Benzene, cyclopro... 13.52 46.0 ug/l 8379730 4 13.32 9110240 50.0
Benzene, 2-ethyl-_... 13.86 18.6 ug/l 3395520 4 13.32 9110240 50.0
Benzene, 1,2,3,5-... 14.22 20.7 ug/1 3768410 4 13.32 9110240 50.0
Benzene, 2-etheny... 14.57 48.5 ug/l1 8840280 4 13.32 9110240 50.0
Naphthalene, 1,2,... 14.71 25.7 ug/1 4678660 4 13.32 9110240 50.0

4

Naphthalene, 1,2,... 15.58 22.3 ug/1 4060760 13.32 9110240 50.0
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