LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12821\
Data File : VN@65645.D

Acqg On : 28 Jan 2021 13:16
Operator : JC/MD

Sample : M1273-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M

Title : SW846 8260

Signal : TIC: VN@65645.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.798 11 18 30 rBV4 8747 12429 1.05% 0.133%
2 1.975 64 73 86 rBv 15940 22846 1.92% 0.244%
3 7.328 1720 1738 1757 rVB2 17330 44767 3.77% 0.479%
4 7.550 1785 1807 1818 rBV2 133389 332400 28.00%  3.555%
5 7.624 1818 1830 1849 rVB 263126 617575 52.03% 6.605%

6 7.988 1927 1943 1970 rBV 163871 380190 32.03% 4.066%
7 8.547 2101 2117 2144 rBV 406065 850324 71.64%  9.094%
8 10.055 2572 2586 2616 rBV 637694 1186971 100.00% 12.694%
9 11.376 2984 2997 3018 rBV 533612 941278 79.30% 10.067%

10 11.917 3145 3165 3179 rBV2 44487 86145 7.26% 0.921%
11 12.219 3250 3259 3270 rVB 12932 20296 1.71% 0.217%
12 12.373 3292 3307 3325 rBV 374234 652837 55.00% 6.982%
13 12.560 3362 3365 3374 rVB 12253 14966 1.26% 0.160%
14 12.624 3377 3385 3393 rBV 13562 21334 1.80% ©0.228%
15 12.701 3400 3409 3420 rVB 49552 81259 6.85% 0.869%
16 12.862 3447 3459 3470 rBV 88457 146560 12.35% 1.567%
17 12.929 3470 3480 3494 rVB9 10163 19978 1.68% 0.214%
18 13.010 3494 3505 3517 rBV 71245 112721 9.50% 1.206%
19 13.138 3534 3545 3553 rBvV2 10843 19735 1.66% 0.211%
20 13.203 3554 3565 3575 rW 33914 53474 4.51% 0.572%
21 13.257 3575 3582 3588 rvv2 10887 15521 1.31% 166%

22 13.312 3588 3599 3620 rVB2 429256 863352 72.74%
23 13.511 3645 3661 3668 rBV2 78382 152877 12.88%

OrPFr LU
()]
w
%]
R

24 13.553 3668 3674 3690 rVB2 55419 96194  8.10% 029%
25 13.640 3690 3701 3711 rVB5 31332 54759  4.61% 586%
26 13.711 3713 3723 3732 rBV 42224 64780 5.46% 0.693%
27 13.772 3734 3742 3746 rBV 23724 34782  2.93% 0.372%
28 13.801 3747 3751 3760 rVB 28018 38152 3.21% ©.408%
29 13.859 3760 3769 3778 rVB 55319 80962 6.82% 0.866%
30 13.913 3779 3786 3792 rBV2 15270 21796 1.84% 0.233%
31 13.965 3792 3802 3812 rVvB2 93214 150947 12.72% 1.614%
32 14.016 3812 3818 3823 rBV3 7957 12713 1.07% 0.136%
33 14.097 3833 3843 3851 rBV2 37807 60232 5.07% 0.644%
34 14.177 3862 3868 3874 rBV 24832 34368 2.90% ©0.368%
35 14.219 3875 3881 3888 rVB 39478 56720 4.78% 0.607%
36 14.267 3888 3896 3901 rBV 24550 35003 2.95% ©.374%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12821\
Data File : VN@65645.D

Acqg On : 28 Jan 2021 13:16
Operator : JC/MD

Sample : M1273-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Title : SW846 8260
37 14.299 3902 3906 3913 rVvB4 17109 20258 1.71% 0.217%
38 14.399 3925 3937 3944 rBV6 19475 36057 3.04% 0.386%
39 14.447 3944 3952 3960 rVwv3 34003 56301 4.74% 0.602%
40 14.492 3960 3966 3974 rVB 33900 48538 4.09% ©0.519%
41 14.560 3974 3987 3998 rBV5 132232 294420 24.80%  3.149%
42 14.617 3999 4005 4016 rVB6 20862 38143 3.21% 0.408%
43 14.711 4024 4034 4044 rVB 122018 192147 16.19% 2.055%
44 14.820 4052 4068 4073 rBV6 41460 84061 7.08% ©.899%
45 14.923 4091 4100 4115 rvVB2 51968 113718 9.58% 1.216%
46 15.084 4137 4150 4162 rBV2 16349 45784 3.86% 0.490%
47 15.154 4164 4172 4181 rVW 55457 90386 7.61% ©.967%
48 15.225 4181 4194 4210 rVvw4 57023 161543 13.61% 1.728%
49 15.293 4211 4215 4230 rVB7 18164 28815 2.43% 0.308%
50 15.380 4232 4242 4254 rBV3 23573 48263 4.07% 0.516%
51 15.453 4256 4265 4275 rBv3 12553 24924 2.10% 0.267%
52 15.537 4281 4291 4293 rBV4 21830 34385 2.90% 0.368%
53 15.576 4296 4303 4319 rVB2 83624 153678 12.95% 1.644%
54 15.659 4322 4329 4338 rBV7 14612 26122 2.20% ©.279%
55 15.730 4340 4351 4374 rVB6 28689 88545 7.46% 0.947%
56 15.868 4383 4394 4408 rBV2 71858 141869 11.95% 1.517%
57 15.990 4425 4432 4437 rBV4 9704 14304 1.21% ©.153%
58 16.058 4444 4453 4463 rVB3 39209 75287 6.34% 0.805%
59 16.119 4465 4472 4484 rVB3 29352 50778 4.28% 0.543%
60 16.306 4518 4530 4542 rBV7 33630 90723 7.64% ©.970%
Sum of corrected areas: 9350292
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

. M1273-01
: 5.00mL/MSVOA_N/WATER
: 8 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@©12821\

: VNO65645.D
: 28 Jan 2021 13:16

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©12821\
Data File : VN@65645.D

Acqg On : 28 Jan 2021 13:16
Operator : JC/MD

Sample : M1273-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Benzene, 1-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.862 8.49 ug/l 146560 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3459 (12.862 min): VN065645.D\data.ms (-3447) (-  m/z 105.10 100.00%
106.1
5000 A/\
o SVEA EAW.
39.0 ‘ 12.50 13.00
Ol oottt b 2970 nyz 126,16 30.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 A WAV
12.50 13.00
m/z 77.00 13.58%
39.0 77.0
O\\\‘\‘H\“‘\\“V\”“\‘HMH‘{\‘H‘H‘\“‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
(NPYE AN AR
12.50 13.00
5000 m/z 91.00 11.49%
77.0
39.0
o280 T et bl
m/z--> 20 40 60 80 100 120 140 160 180 200 A /\AJ\
Abundance #9424: Benzene, 1-ethyl-4-methyl- r 5 N
105.0 12.50 13.00
m/z 79.00 10.10%
5000
77.0
olts0 0 \ 2 all Aol
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©12821\
Data File : VN@65645.D

Acqg On : 28 Jan 2021 13:16
Operator : JC/MD

Sample : M1273-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzene, 1-ethenyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.511 8.85 ug/l 152877 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 91
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 91
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
4 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 64
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 64
Abundance Scan 3661 (13.511 min): VN065645.D\data.ms (-3645) (-  m/z 105.05 100.00%
105.1
5000
134.1 N VT wis
51.0 77-0‘ | Lm ‘ 13.50
o“‘_“ﬂ‘ﬂmMMHJWHH‘ﬂ““‘m“u“w“_“EQTQ m/z 117.10  84.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
11y7.0
5000 URN
91.0 13.50
m/z 118.10  48.84%
39.0 65.0
O\\\‘\‘H\“\\“1\““‘\‘H”ih‘\M\“‘\H [T T T T [T T [T T T T[T I T TTT1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8962: Benzene, 1-propenyl-
117.0 J\
N AN\
13.50
5000 m/z 115.00 29.27%
91.0
51.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8957: Benzene, 2-propenyl- ‘ {X\‘ {f¥
117.0 13.50
m/z 134.05 24.10%
5000 91.0
39.0 65.0 AA
b ) ol WEILA
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12821\
Data File : VN@65645.D

Acqg On : 28 Jan 2021 13:16

Operator JC/MD

Sample : M1273-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@12521W.M
: SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 1-Phenyl-1-butene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.965 8.74 ug/l 150947 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 86
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 83
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 70
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 64

Abundance Scan 3802 (13.965 min): VN065645.D\data.ms (-3792) (-
117.0

m/z 117.00 100.00%

5000
91.0
—=4 ‘
390 57.5 _, ‘ ‘ ‘ 14*‘3-1 14.00
[\ NARRESSNSD iy ' ﬁ T Y m/z 119.05  72.14%
miz--> 20 40 60 80 100 120 140
Abundance #14034: 1-Phenyl-1-butene
| WM
5000 \/\\ T T T
14.00
91.0 m/z 115.00  33.24%
70 0 g || o
0 \\\‘\‘\‘\ T Pl “H TR Pl ‘H“‘\ T \‘U\‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl- J\
117.0
A LA
14.00
5000 ITI/Z 91.00 26.26%
91.0
27.0 >0 133.0
A TG S T W i
miz--> 20 40 60 80 100 120 140 /\
Abundance #14056: Benzene, 1-ethenyl-3-ethyl- e
117.0 14.00
m/z 132.00 25.38%
5000
0 91.0
51.
133.0
S A N~ L I
m/z--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©12821\
Data File : VN@65645.D

Acqg On : 28 Jan 2021 13:16
Operator : JC/MD

Sample : M1273-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.560 17.05 ug/l 294420 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 95
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 89
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 70
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 64
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 64
Abundance Scan 3987 (14.560 min): VN065645.D\data.ms (-3974) (-  m/z 117.10 100.00%
1171
5000 Jk
91.0 et I
39.0 65.0 14.50
148.0
N P Y O Y b s 00 myz 119,05 53.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14034: 1-Phenyl-1-butene
117.0
5000 oy
14.50
910 m/z 132.05  36.53%
51.0 ‘
Ot ‘2\7‘\.‘(\)\“‘\ \“1”\ ‘99.91“‘ b ‘HU‘\ T \‘”‘\‘\ T T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
Nuinivwe
14.50
5000 m/z 115.00 30.03%
91.0
27.0 >0 ‘
P el WO .Y N T Y
miz--> 20 40 60 80 100 120 140 160
Abundance #14033: 3-Phenylbut-1-ene A s = i
117.0 14.50
m/z 91.00 21.55%
5000
91.0
390  gs0 ‘ ‘
0 H\‘\‘\\\“\\“1‘\“1‘”1““”‘1\“‘1‘” ‘\1“\‘\‘\\\\‘\\\\ —
m/z--> 20 40 60 80 100 120 140 160 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©12821\
Data File : VN@65645.D

Acqg On : 28 Jan 2021 13:16
Operator : JC/MD

Sample : M1273-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.711  11.13 ug/l 192147 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
2 N-Ethylbenzimidoyl bromide 211 CSH1eBrN 041182-87-0 50
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-92-1 40
4 Acetic acid, trifluoro-, 2-pheny... 218 C10H9F302 055419-66-4 38
5 2-Methylbenzyl cyanide 131 C9HSN 022364-68-7 38
Abundance Scan 4034 (14.711 min): VN065645.D\data.ms (-4024) (-  m/z 104.00 100.00%

104.0
5000 132.0 J\
— —
51.0 780 14.50 15.00

S W H‘ml“ 8l 2070 myz 132.00  46.12%

0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 J\‘ ‘ A
14.50 15.00
8.0 m/z 91.00 44 ,35%
51.0
0 ‘2‘7‘(‘)““‘\‘H‘H“HH‘HH“HM"\M"HH’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #70475: N-Ethylbenzimidoyl bromide
104.0
132.0 e g
14.50 15.00
5000 m/z 115.680  14.34%
510 77.0
27.0
0 ‘\HH\\‘H‘}“H}H b “H‘H‘““‘H’HH‘HH‘HH
miz--> 20 40 60 80 100 120 140 160 180 200 MJV
Abundance #30942: Naphthalene, 1,2,3,4-tetrahydro-2,3-dimethyl- AN pe e
104.0 14.50 15.00
m/z 117.00 13.17%
5000
160.0
39.0 78.0 128.0 ‘
0 w“w“”\““”\”“\‘NM‘M”\‘”‘y”“M“w“” I T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©12821\
Data File : VN@65645.D

Acqg On : 28 Jan 2021 13:16
Operator : JC/MD

Sample : M1273-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.923 6.59 ug/l 113718 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 81
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 74
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 72
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 72
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 59

Abundance Scan 4100 (14.923 min): VN065645.D\data.ms (-4091) (- m/z 131.00 100.00%

131.0
5000 /L\ j\
YAV e o
200 64.0 91"0 ‘ ‘ »or 15.00
Ol b ML 116202070 0 933 09 27.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000 T
15.00
91.0 m/z 146.05  21.30%
O\‘2\7‘\.\0\‘?%\;\0““\\\“\H\“\HH‘\‘M\‘\‘H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0
A a | Aonl o
15.00
5000 ITI/Z 91.00 14.85%
91.0
51.0 ‘
oWm_“m‘:hu‘uHm“UHH‘_‘MW”m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl- —
131.0 15.00
m/z 132.00 10.93%
5000
39.0 91.0
63.0
0“ﬂ‘ﬂpHNWWAJ‘HL‘puwh‘w“h“w“W“u“u‘ A Al
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©12821\
Data File : VN@65645.D

Acqg On : 28 Jan 2021 13:16
Operator : JC/MD

Sample : M1273-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, (3-methyl-2-butenyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.225 9.36 ug/l 161543 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 94
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 93
4 Benzene, (2-methyl-1-butenyl)- 146 C1l1H14 056253-64-6 93
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87

Abundance Scan 4194 (15.225 min): VN065645.D\data.ms (-4181) (-  m/z 131.05 100.00%
131.1
91.0 VELA WY SV
39.0 64.8 ‘ ‘H | 1591 1910 15.00 15.50
oHH_Hm‘uu‘wl‘m‘mww\m\_‘”un_mw:wm:_m m/z 146.00  29.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
131.0
M_lh L
5000 el -Lad e
15.00 15.50
m/z 91.00 23.48%
41.0 65.0
O' \‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
e
15.00 15.50
5000 m/z 117.00 19.34%
91.0
15.0 39.0 63.0 ‘ H‘
il O P Y O N A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro- S 7
131.0 15.00 15.50
m/z 118.05 17.46%
5000
91.0
51.0 ‘
0“H“H“HM‘N“M‘M“W‘W_NWWJMH“H‘_“w“u - ‘A/\‘ -
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©12821\
Data File : VN@65645.D

Acqg On : 28 Jan 2021 13:16
Operator : JC/MD

Sample : M1273-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzene, (1-methylenebutyl)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.576 8.90 ug/l 153678 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 83
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 70
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 60
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 58
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1000189-31-0 52
Abundance Scan 4303 (15.576 min): VN065645.D\data.ms (-4296) (-  m/z 118.05 100.00%
118.1
146.1
5000
390 O | 208.0 1550
0! _kum;wwwu\ m/z 146.05  69.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21613: Benzene, (1-methylenebutyl)-
118.0
5000 ‘/\“\ A \
91.0 15.50
,70 510 146.0 m/z 131.05  60.68%
O' ‘\‘Uw\‘\“‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
T \
15.50
5000 m/z 117.00 49.01%
105.0
39.0 77.0 H‘
o! L ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- P : ‘
146.0 15.50
m/z 105.05 35.90%
5000 118.0
7o sz 00, ||
Ol e et el el e —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©12821\
Data File : VN@65645.D

Acqg On : 28 Jan 2021 13:16
Operator : JC/MD

Sample : M1273-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.868 8.22 ug/l 141869 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 89
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 78
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 60
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 49
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 49
Abundance Scan 4394 (15.868 min): VN065645.D\data.ms (-4383) (-  m/z 131.05 100.00%
131.1
5000
105.0
77.0 ‘0 1600
51.0 160.0 208.0 15.50 16.00
0! il e e m/z 118.00 65.50%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

L

I
15.50 16.00

m/z 146.05 60.18%

5000

O' ‘\\f\“f\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-

131.0 « ﬂ/\

15.50 16.00
5000 ITI/Z 145.00 39.10%
39.0 91.0
15.0 63.0
0! _u‘m“m _‘“J"u“mwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)- — —
131.0 15.50 16.00
m/z 117.05 35.88%
5000 91.0
39.0 65.0 ‘
o"w“HWHM‘NHmM‘M‘ﬂM‘M‘M‘MM‘W‘H“H‘W“H eV o
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12821\
Data File : VN@65645.D

Acqg On : 28 Jan 2021 13:16
Operator : JC/MD

Sample : M1273-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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|
Benzene, 1l-ethy... 12.862 8.5 ug/l 146560 4 13.312 863352 50.0
Benzene, 1l-ethe... 13.511 8.8 wug/l 152877 4 13.312 863352 50.0
1-Phenyl-1-butene 13.965 8.7 ug/l 150947 4 13.312 863352 50.0
Benzene, 2-ethe... 14.560 17.1 ug/l 294420 4 13.312 863352 50.0
Naphthalene, 1,... 14.711 11.1 ug/l 192147 4 13.312 863352 50.0
1H-Indene, 2,3-... 14.923 6.6 ug/l 113718 4 13.312 863352 50.0
Benzene, (3-met... 15.225 9.4 ug/l 161543 4 13.312 863352 50.0
Benzene, (1-met... 15.576 8.9 ug/l 153678 4 13.312 863352 50.0
Naphthalene, 1,... 15.868 8.2 wug/l 141869 4 13.312 863352 50.0
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