LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063487.D

Aca On : 21 Sep 2020 15:45

Operator : JC/MD

Sample : L4056-03

Misc : 5.00mL/MSVOA N/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: 0.2 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\82N091620W.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

2.293 161 172 186 rBV 41460 66050 3.73% 0.366%
2.422 198 212 224 rBVS 20397 46113 2.61% 0.256%
rBv 361105 893519 50.50% 4 _955%
3.772 611 632 667 rBv2 206095 560240 31.66% 3.107%
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4.016 693 708 727 rBV 17474 48253 2.73% 0.268%
6 4.727 910 929 941 rBv4 9528 32939 1.86% 0.183%
7 4.994 986 1012 1031 rBV3 16779 60544 3.42% 0.336%
8 6.502 1465 1481 1487 rBV6 7716 18304 1.03% 0.102%
9 7.550 1790 1807 1818 rBv2 213380 534141 30.19% 2.962%
10 7.627 1818 1831 1855 rVB 368864 885364 50.03% 4_.910%
11 7.987 1921 1943 1965 rBV 257278 638188 36.07% 3.539%
12 8.090 1965 1975 1990 rVB6 11300 26762 1.51% 0.148%
13 8.405 2063 2073 2089 rVB3 12385 29635 1.67% 0.164%
14 8.550 2101 2118 2139 rBV 600304 1256029 70.98% 6.966%
15 8.756 2170 2182 2195 rBVv4 13998 31646 1.79% 0.175%
16 9.007 2248 2260 2279 rBV 23536 48592 2.75% 0.269%
17 9.952 2545 2554 2566 rBV3 13741 26532 1.50% 0.147%

18 10.061 2572 2588 2600 rBV 960104 1769513 100.00% 9.813%
19 10.125 2600 2608 2618 rVB2 70218 120318 6.80% 0.667%

20 10.691 2772 2784 2792 rBV4 13332 26014 1.47% 0.144%
21 11.379 2984 2998 3017 rBV 963175 1669749 94 .36% 9.260%
22 11.595 3050 3065 3075 rBv4 26314 57588 3.25% 0.319%
23 11.920 3148 3166 3178 rBV 90373 159614 9.02% 0.885%
24 12.006 3183 3193 3202 rBV3 15869 26849 1.52% 0.149%
25 12.376 3295 3308 3329 rVB 780630 1313732 74.24% 7.286%
26 12.633 3380 3388 3392 rBV2 21476 34433 1.95% 0.191%
27 12.662 3393 3397 3404 rVvVv 29109 42025 2.37% 0.233%
28 12.707 3404 3411 3433 rVB 56064 98641 5.57% 0.547%
29 12.865 3451 3460 3470 rVB2 37640 62307 3.52% 0.346%
30 13.013 3497 3506 3515 rVB2 24373 37293 2.11% 0.207%
31 13.318 3588 3601 3625 rBV2 948470 1736841 98.15% 9.632%
32 13.424 3626 3634 3645 rVVv3 36878 65020 3.67% 0.361%
33 13.489 3648 3654 3656 rVV6 17689 22562 1.28% 0.125%
34 13.518 3657 3663 3669 rVV3 50690 80340 4._.54% 0.446%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063487.D

Aca On : 21 Sep 2020 15:45

Operator : JC/MD

Sample : L4056-03

Misc : 5.00mL/MSVOA N/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: 0.2 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\82N091620W .M
SW846 8260

35 13.556 3669 3675 3694 rVB2 61043 113509 6.41% 0.629%

36 13.649 3694 3704 3710 rBV9 17801 28530 1.61% 0.158%
37 13.714 3715 3724 3732 rBV2 20622 33762 1.91% 0.187%
38 13.778 3737 3744 3746 rBV2 20256 23191 1.31% 0.129%
39 13.865 3762 3771 3780 rVB 88390 134466 7.60% 0.746%
40 13.920 3781 3788 3794 rBV5 17726 25052 1.42% 0.139%
41 13.968 3795 3803 3813 rVV3 52153 83280 4.71% 0.462%
42 14.103 3836 3845 3852 rBV3 38881 61797 3.49% 0.343%

43 14.183 3861 3870 3876 rBVY 77785 124247 7.02% 0.689%
44 14.222 3876 3882 3891 rVB 103078 155973 8.81% 0.865%

45 14.270 3891 3897 3903 rBV3 25849 32355 1.83% 0.179%
46 14.309 3903 3909 3922 rVB4 15790 28149 1.59% 0.156%
47 14.405 3924 3939 3945 rBV7 25087 50988 2.88% 0.283%
48 14.450 3945 3953 3961 rBVY 66987 101985 5.76% 0.566%
49 14.498 3961 3968 3976 rVB4 59283 87354 4.94% 0.484%

50 14.566 3976 3989 3999 rBV3 234381 507073 28.66% 2.812%

51 14.627 4000 4008 4025 rVB4 106585 197689 11.17% 1.096%
52 14.714 4025 4035 4044 rBV2 114725 184750 10.44% 1.025%
53 14.784 4046 4057 4060 rBV7 22284 42376 2.39% 0.235%
54 14.823 4061 4069 4075 rBv4 104814 173374 9.80% 0.961%
55 14.929 4093 4102 4112 rVB3 94613 171809 9.71% 0.953%

56 15.103 4137 4156 4165 rBV3 79591 190512 10.77% 1.057%
57 15.161 4165 4174 4182 rVV 97272 172326 9.74% 0.956%
58 15.222 4182 4193 4211 rVV7 96350 352790 19.94% 1.956%
59 15.299 4212 4217 4232 rVB7 52340 91600 5.18% 0.508%
60 15.383 4232 4243 4257 rBV3 97282 194863 11.01% 1.081%

61 15.543 4277 4293 4296 rBV6 95287 200473 11.33% 1.112%
62 15.579 4297 4304 4322 rVV2 241462 486664 27.50% 2.699%
63 15.665 4322 4331 4340 rVV5 50576 97414 5.51% 0.540%
64 15.736 4343 4353 4373 rVB5 87299 240074 13.57% 1.331%
65 15.878 4384 4397 4410 rBV3 201836 419238 23.69% 2.325%

66 16.064 4445 4455 4465 rVB4 102676 196516 11.11% 1.090%

67 16.122 4465 4473 4485 rBV3 80599 151517 8.56% 0.840%

68 16.308 4520 4531 4544 rBVS 76923 211581 11.96% 1.173%

69 16.447 4565 4574 4590 rVB6 56751 138963 7 .85% 0.771%
Sum of corrected areas: 18031930
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063487.D

Aca On : 21 Sep 2020 15:45

Operator : JC/MD

Sample : L4056-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: VN063487.D

800000
600000

400000 3.23

200000 .77

2.2
29 42 4.02 473  4.99 6.50

1.80 2.00 220 240 260 280 300 320 340 360 3.80 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60
TIC: VNO63487.D

Time-->
Abundance

10.06 11438

800000

8.55

600000

400000

200000

9.01
o B R A N

| I I
8.50 9.00 9.50 11.00

11.59

11 50

Time-->
Abundance

TIC: VNO63487.D

1332

800000 12.38

600000

400000

200000

11.92

2.01 J 12% R
0

12.00 12.50

Time-->
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063487.D

Aca On : 21 Sep 2020 15:45

Operator : JC/MD

Sample : L4056-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W.M
Quant Title : 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 Ethanol Concentration Rank 1

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

3.23 50.46 ug/1 893519 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 74
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Oxalic acid 90 C2H204 000144-62-7 4
5 Formic acid 46 CH202 000064-18-6 4

Abundance Scan 463 (3.229 min): VN063487.D (-445) (-) m/z 45.05 100.00%
45
5000

2.80 3.00 3.20 3.40 3.60

Ol e e e e et || M7z 4610 39.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #94: Ethanol
31
5000 45

2.80 3.00 3.20 3.40 3.60
‘ m/z 43.00 22 .30%
I

15 d

0..J1u:”,H.”,..”,..”,..”,..”,..”,..”,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

45

29
AL B s e e
15 2.80 3.00 3.20 3.40 3.60

5000 m/z 42.00 8.87%

o) SRS S ML
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92: Methane, nitroso- e e

30 2.80 3.00 3.20 3.40 3.60
45 m/z 44 .05 3.49%
5000
15
o = L S e o e emhtiabuash
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063487.D

Aca On : 21 Sep 2020 15:45

Operator : JC/MD

Sample : L4056-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W.M
Quant Title : 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, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .57 14.60 ug/Il 507073 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 92
2 2.4-Dimethvistvrene 132 C10H12 002234-20-0 92
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 81
4 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 81
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
Abundance Scan 3990 (14.569 min): VN063487.D (-3976) (-) m/z 117.05 100.00%
117
5000
132
3951657791 14.20 14.40 14.60 14.80
105 . . . .
o T Tm/z 132.10  34.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 14.20 14.40 14.60 14.80
51 m/z 115.05 30.74%
al £ )]
0 ...|....|‘..H‘.|“l‘..”.“l..‘l.ﬂw...‘l.‘l‘.‘.l....l....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 21.23%
91
39
27 51 63 77
15 105
G L S S SIS B I LA L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14048: Benzene, 2-butenyl-
117 14.20 14.40 14.60 14.80
m/z 91.05 17.95%
132
5000 o1
27 3951 65 78 |
o T N R O N N | Y e s
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\VN092120\
Data File : VN063487.D

Aca On : 21 Sep 2020 15:45

Operator : JC/MD

Sample : L4056-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W.M
Quant Title : 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 1H-Indene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.63 5.69 ug/Il 197689 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1l-methvl- 130 C10H10 000767-59-9 96
2 2-Methvlindene 130 C10H10 002177-47-1 95
3 Benzene. 1-butvnvl- 130 C10H10 000622-76-4 94
4 1.4-Dihvdronaphthalene 130 C10H10 000612-17-9 92
5 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 91

Abundance Scan 4009 (14.630 min): VN063487.D (-4000) (-) m/z 130.05 100.00%

1 0

5000
39 Sl 63 77 g4 102 148 160 103 200 14.40 14.60 14.80 15.00
o [ A S m/z 115.10 92.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13092: 1H-Indene, 1-methyl-
115 130
5000
14.40 14.60 14.80 15.00
51 m/z 129.10 83.07%
o7 39 77 g9 102
Ll 2 1l
R R L e ot A S ot S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
130
115 14.40 14.60 14.80 15.00
5000 m/z 128.10 47 .03%

39 51 64 77 g9 102

O T T T T e e T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13088: Benzene, 1-butynyl-

115 130 14.40 14.60 14.80 15.00

m/z 119.10 35.09%
5000
51 63 77 89 102

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\VN092120\
Data File : VN063487.D

Aca On : 21 Sep 2020 15:45

Operator : JC/MD

Sample : L4056-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W.M
Quant Title : 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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.22 10.16 ug/Il 352790 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 93
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 Cl11H14 017059-48-2 92
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 76
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 76
5 1-Methylindan-2-one 146 C10H100 035587-60-1 72

Abundance Scan 4192 (15.219 min): VN063487.D (-4182) (-) m/z 131.10 100.00%
131
117
5000
g1 146
39 6377 162 15.00 15.20 15.40 15.60
0 SO 281 m/z 117.10  58.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131
146
5000 a1
15.00 15.20 15.40 15.60
115 m/z 146.15 35.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
15.00 15.20 15.40 15.60
5000 m/z 115.05 31.91%

146
39 64 91 115

25
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- R T
131 15.00 15.20 15.40 15.60
m/z 133.05 30.72%
5000
146
91
s, 2.2 T4 )
e o T AWALCL NP VAAN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063487.D

Aca On : 21 Sep 2020 15:45

Operator : JC/MD

Sample : L4056-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W.M
Quant Title : 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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.54 5.77 ug/l 200473 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 94
2 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 Cl11H14 001075-22-5 93
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 90
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 90
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 Cl11H14 001685-82-1 87
Abundance Scan 4292 (15.540 min): VN063487.D (-4277) (-) m/z 131.05 100.00%
131
5000
146
o 1O 15.20 15.40 15.60 15.80
39 6377 160 - - - :
0 e 29 281 m/z 146.20  28.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000
146 15.20 15.40 15.60 15.80
15 m/z 115.10 18.37%
X 39 5377 91

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

131
B R e o
15.20 15.40 15.60 15.80
5000 146 m/z 145.15 14.63%
115
15 29 63 77 o1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl- e REARE RS S
15.20 15.40 15.60 15.80

m/z 128.10 14 .55%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80

82N091620W.M Tue Sep 22 13:09:29 2020 Page: 8



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063487.D

Aca On : 21 Sep 2020 15:45

Operator : JC/MD

Sample : L4056-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W.M
Quant Title : 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.58 14.01 ug/Il 486664 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 72
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 62
3 7-Methvlindan-1-one 146 C10H100 039627-61-7 55
4 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 53
5 BH-Benzocycloheptene,6,7,8,9-tet. .. 146 Cl11H14 001075-16-7 49
Abundance Scan 4304 (15.579 min): VN063487.D (-4297) (-) m/z 118.10 100.00%

118
146
5000 131
91
39 5 64 77 15.20 15.40 15.60 15.80
160
0 . ,| o 209 m/z 146.10 61.44%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
118 131 146

5000
105 15.20 15.40 15.60 15.80

m/z 117.10 56 .84%

91
27 39 51 g3 77 ‘
|

0 I,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118 131
146
15.20 15.40 15.60 15.80
5000 m/z 131.10 50.62%
105
91
39 51 63 77
O e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21536: 7-Methylindan-1-one
117 146 15.20 15.40 15.60 15.80
m/z 105.10 38.33%
5000
91
39 103
51 63 77 ‘ H
0,....‘i‘..“:.“,‘l“.a‘ah,..Hl.,“l .l‘,.l.:‘i.l.,....,....,....,.... e s AR o
m/z--> 20 40 60 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063487.D

Aca On : 21 Sep 2020 15:45

Operator : JC/MD

Sample : L4056-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W.M
Quant Title : 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 1H-Indene, 2,3-dihydro-5,6-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.74 6.91 ug/Il 240074 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 Cl1H14 001075-22-5 95
2 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 95
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 95
4 1H-Indene. 2.3-dihvdro-4.6-dimet... 146 C11H14 001685-82-1 94
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
Abundance Scan 4354 (15.739 min): VN063487.D (-4343) (-) m/z 131.10 100.00%
131
5000
146
39 779 M 176161207 - 15.40 15.60 15.80 16.00
0 m/z 146.20 29.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21649: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131
5000
146 15.40 15.60 15.80 16.00
2 g0 115 m/z 129.10 17.19%
0..:.L.Slu‘...‘l..“..“.‘.‘..‘l..‘..luu‘.lulh.. .“... A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
146 L NI BRI SUNILN SO I
15.40 15.60 15.80 16.00
5000 91 m/z 115.10 15.51%
39 77 115

53
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl- T
15.40 15.60 15.80 16.00
m/z 128.10 13.25%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063487.D

Aca On : 21 Sep 2020 15:45

Operator : JC/MD

Sample : L4056-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W.M
Quant Title : 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 1H-1,3,2-Benzodiazaborole, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.88 12.07 ug/Il 419238 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 90
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 90
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 87
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 70
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70

Abundance Scan 4398 (15.881 min): VN063487.D (-4384) (-) m/z 131.10 100.00%

5000

15.60 15.80 16.00 16.20

160
o o320 28l Tm/z 118.10 66.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146
5000 131
15.60 15.80 16.00 16.20
117 m/z 146.15 64.01%
27 %2 6% ||
Ol e el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
146 15.60 15.80 16.00 16.20
5000 117 m/z 117.10 36.61%
39 91
15 63 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131 15.60 15.80 16.00 16.20
m/z 105.10 35.31%
146
5000 117
15 63 77
[0} T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063487.D

Aca On : 21 Sep 2020 15:45

Operator : JC/MD

Sample : L4056-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W.M
Quant Title : 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 10
R.T. EstConc Area Relative to ISTD R.T.
16.06 5.66 ug/Il 196516 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 91
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 64
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-91-0 64
4 Benzene. 1-(l1-methvlethenvl)-3-(... 160 C12H16 001129-29-9 60
5 Benzene, (1,3-dimethyl-2-butenyl)- 160 C12H16 050704-01-3 53

Abundance Scan 4454 (16.061 min): VNO63487.D (-4445) (-) m/z 118.05 100.00%

118 145

5000

15.80 16.00 16.20 16.40

0 m/z 145.15 88.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118
145

15.80 16.00 16.20 16.40
m/z 160.10 62.51%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
118
145 160 15.80 16.00 16.20 16.40
5000 m/z 117.10 42 .64%
39 91
63 77
0 25
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30939: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethy!-
145 15.80 16.00 16.20 16.40
m/z 115.00 39.80%
5000
160
117
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063487.D

Aca On : 21 Sep 2020 15:45

Operator : JC/MD

Sample : L4056-03

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W.M
Quant Title : 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-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.31 6.09 ug/Il 211581 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 59
2 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 42
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 41
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 38
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 30
Abundance Scan 4531 (16.308 min): VN063487.D (-4520) (-) m/z 142.05 100.00%
142
115
5000
281 16.00 16.20 16.40 16.60
o 130 m/z 141.05 72.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19234: Naphthalene, 1-methyl-
142
5000
16.00 16.20 16.40 16.60
115 m/z 115.10 72 .35%
o 39 57 [ 89
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
145
16.00 16.20 16.40 16.60
5000 m/z 145.15 56 .54%

160
15 39 g3 77 91105 128

O e T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19238: Naphthalene, 2-methyl- L I B B B
142 16.00 16.20 16.40 16.60
m/z 129.10 47 .47%
5000
115
0 39 57 71 89
L B L L e L R R R R R R R R R LB B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1600 1620 1640 1660
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN092120\
Data File : VN063487.D

Acq On : 21 Sep 2020 15:45

Operator : JC/MD

Sample - L4056-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W.M
Quant Title : 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]
Ethanol 3.23 50.5 ug/I1 893519 1 7.63 885364 50.0
Benzene, 2-etheny... 14.57 14.6 ug/I1 507073 4 13.32 1736840 50.0
1H-Indene, 1l-methyl- 14.63 5.7 ug/Il 197689 4 13.32 1736840 50.0
Benzene, (2-methy... 15.22 10.2 ug/I1 352790 4 13.32 1736840 50.0
1H-Indene, 2,3-di... 15.54 5.8 ug/Il 200473 4 13.32 1736840 50.0
Naphthalene, 1,2,... 15.58 14.0 ug/I1 486664 4 13.32 1736840 50.0
1H-Indene, 2,3-di... 15.74 6.9 ug/Il 240074 4 13.32 1736840 50.0
1H-1,3,2-Benzodia... 15.88 12.1 ug/I1 419238 4 13.32 1736840 50.0
Naphthalene, 1,2,... 16.06 5.7 ug/Il 196516 4 13.32 1736840 50.0
Naphthalene, 1-me... 16.31 6.1 ug/l 211581 4 13.32 1736840 50.0
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