LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43033.D

Acqg On : 12 Apr 2021 19:05
Operator : SY/MD

Sample : M1946-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22 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 U\Method\82U041221W.M

Title : SW846 8260

Signal : TIC: VU@43033.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.491 38 47 55 rBV3 10043 16176 1.37% 0.196%
2 2.768 432 444 460 rBv2 8850 21847 1.85% 0.265%
3 5.298 1216 1231 1244 rBV2 108662 230022 19.47% 2.792%
4 5.382 1244 1257 1277 rVB 165892 339771 28.76% 4.124%
5 5.710 1344 1359 1371 rBV 121995 247107 20.92%  2.999%

6 5.784 1371 1382 1403 rVB 92022 186360 15.78%
7 6.256 1514 1529 1546 rBV 250103 469512 39.74%
8 7.906 2023 2042 2055 rBV 393995 671654 56.85%
9 7.976 2055 2064 2081 rVB 24386 41895 3.55%

9.423 2500 2514 2529 rBV 363391 587982 49.77%
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11 9.578 2550 2562 2576 rBV 186747 297638 25.19%
12 9.700 2585 2600 2617 rBV 279741 458354 38.80%
13 10.105 2715 2726 2741 rBV 80320 128121 10.85%
14 10.491 2835 2846 2857 rBV 33057 50705  4.29%

VO R Uw
Ul
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R

15 10.639 2880 2892 2913 rBV 312008 490153 41.49% 949%
16 10.912 2964 2977 2989 rBV 15914 23527 1.99% 0.286%
17 11.005 2995 3006 3024 rBV 46508 105823 8.96%  1.284%
18 11.092 3024 3033 3048 rVB 43824 66979 5.67% ©.813%
19 11.298 3086 3097 3112 rVB2 17484 26772 2.27% 0.325%
20 11.475 3138 3152 3166 rBV 132220 203293 17.21% 2.467%
21 11.819 3246 3259 3274 rVV 392682 625147 52.92% 7.587%
22 11.899 3274 3284 3294 rVWVW 64392 97702  8.27% 1.186%
23 11.954 3294 3301 3312 rVB2 16409 23586 2.00% 0.286%
24 12.102 3333 3347 3366 rBV 759176 1179072 99.81% 14.310%
25 12.195 3366 3376 3392 rVB4 12343 21788 1.84% ©.264%
26 12.317 3402 3414 3426 rBV 27533 43014 3.64% 0.522%
27 12.578 3484 3495 3502 rBV2 10471 16478 1.39% ©.200%
28 12.687 3520 3529 3546 rVB4 10048 17730 1.50% ©0.215%
29 13.034 3628 3637 3650 rBV2 12965 20623 1.75% 0.250%
30 13.301 3711 3720 3729 rBV2 11517 16190 1.37% 0.196%
31 13.462 3759 3776 3780 rBV5 23443 39867 3.37% ©0.484%
32 13.526 3780 3790 3800 rVB3 24984 37498 3.17% ©.455%
33 13.635 3808 3824 3837 rBV2 34996 56620 4.79% 0.687%
34 14.092 3952 3966 3989 rBV 740775 1181359 100.00% 14.338%
35 14.214 3993 4004 4016 rVB 9992 16872 1.43% ©.205%
36 15.230 4309 4320 4331 rBV 51658 79165 6.70% 0.961%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43033.D

Acqg On : 12 Apr 2021 19:05
Operator : SY/MD

Sample : M1946-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22 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 U\Method\82U041221W.M
Title : SW846 8260

37 15.420 4367 4379 4390 rBV 49089 81406 6.89% 0.988%
38 17.108 4893 4904 4916 rBv4 12528 21700 1.84% 0.263%

Sum of corrected areas: 8239508
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43033.D

Acqg On : 12 Apr 2021 19:05
Operator : SY/MD

Sample : M1946-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

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

Abundance TIC: VU043033.D\data.ms
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Abundance TIC: VU043033.D\data.ms
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Abundance TIC: VU043033.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43033.D

Acqg On : 12 Apr 2021 19:05
Operator : SY/MD

Sample : M1946-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.005 8.46 ug/l 105823  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
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 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3006 (11.005 min): VU043033.D\data.ms (-2995) (- | m/z 105.00 100.00%
105.0
5000
120.0 \ /\
91.0 —e——
390 430 77‘0 11.00
Ol ettt el b ML m/z 120,00 29.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 j /\A = \
1200 11.00
m/z 91.00 15.49%
39.0 77.0 91.0
OH‘\\H‘\2\6\\0‘\\H“‘HHi‘\‘\u‘e‘:\g‘\"?\‘u\‘H‘HH“MH‘\‘il\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0 /\
AL
11.00
5000 m/z 77.00 12.74%
120.0
77.0 91.0
0 18.0 39.0 63.0
AR R A RN L e o Ranan
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 K/\
Abundance #9424: Benzene, 1-ethyl-4-methyl- \ AL A 5
105.0 11.00
m/z 103.00 9.21%
5000
120.0
77.0 91.0 }\/\
- oL A SN OO NOOOI B R 1| Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43033.D

Acqg On : 12 Apr 2021 19:05
Operator : SY/MD

Sample : M1946-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.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-ethyl-3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.899 7.81 ug/l 97702 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3284 (11.899 min): VU043033.D\data.ms (-3274) (- | m/z 105.00 100.00%
105.0
5000 120.1 j\
— A
39.0 63.0 770 910 11.50 12.00
0 ",‘m,‘H‘,m“,mH;MummwHJ‘WH“‘HH‘e‘m‘wm“uw m/z 120.10  41.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0
120.0 }\
5000 e
11.50 12.00
m/z 77.00 15.50%
77.0 91.0
ol 150 380510640 "0
\\’HH’HH’\H\’\H\’HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0 /\
— e
11.50 12.00
5000 m/z 91.00 11.52%
120.0
77.0 91.0
270 S0 g9
Obrrprerrprtprrrdprrre bttt
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9412: Benzene, 1,2,3-trimethyl- /\ ‘ Py
105.0 11.50 12.00
m/z 119.00 10.52%
5000 120.0
39.0 77.0 91.0 A /\
T .. YT A | B 9 WO LV
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 11.50 12.00

82U041221W.M Tue Apr 13 08:45:01 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43033.D

Acqg On : 12 Apr 2021 19:05
Operator : SY/MD

Sample : M1946-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.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 3 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.102 94.30 ug/l 1179070 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 83
3 Deltacyclene 118 C9H1e 007785-10-6 76
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
5 Benzene, 1-propenyl- 118 C9H10 000637-50-3 68
Abundance Scan 3347 (12.102 min): VU043033.D\data.ms (-3333) (- | m/z 117.00 100.00%
117.0
5000
91.0 — —
39.0 63.0 ‘ 12.00 12.50
Obrpreeerrreprretieee bbbl 3381 m/z 118,00 54.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8951: Indane
117.0
5000 N —
12.00 12.50
m/z 115.00  35.10%
91.0
39.0 63.0
O\\‘]TH-\‘\H\‘\\\\“\\\\i‘\\\1‘\“\‘\\‘H\‘\‘H\\“\\\\‘\‘H\‘H!\"HH’HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0 A
SRV N U] W
12.00 12.50
m/z 91.00 16.64%
5000 91.0
390 63.0
0 15.0
T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8953: Deltacyclene rety =
117.0 12.00 12.50
m/z 63.00 10.12%
5000
39.0 91.0
65.0 ‘
0‘wH‘WHH‘HAL‘HWm!ﬂmw‘JMH‘MMH‘NHM‘MMH‘MHW“ AT SN e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43033.D

Acqg On : 12 Apr 2021 19:05
Operator : SY/MD

Sample : M1946-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.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 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.230 6.33 ug/l 79165 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 83
Abundance Scan 4320 (15.230 min): VUO43033 D\data.ms (-4309) (- m/z 142.00 100.00%
2.0
5000
115.0
—
39.0 63.0 gg.0 15 00 15.50
O ettt b Mo 2989 1z 141,00 84.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 \ \
115.0 15.00 15.50
m/z 114.9 32.38%
ol 500 ™9 920 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0
15.00 15 50
m/z 143.00 11.33%
5000 115.0
39.0 630 890
R e A Ao e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19230: Benzocycloheptatriene T —
141.0 15.00 15.50
m/z 139.00 9.50%
5000
115.0
39.0 6:7 0 89.0
O‘HH“\\”\\“HM‘H\‘u\‘\H\‘Huwmu‘uu,uu‘uu —— o
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_U\Data\VvUue41221\
Data File : VU@43033.D

Acqg On : 12 Apr 2021 19:05

Operator : SY/MD

Sample : M1946-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.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 5 Benzocycloheptatriene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.420 6.51 ug/1l 81406 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 95

4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 87
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 87
Abundance Scan 4379 (15.420 min): VUO43033 D\data.ms (-4367) (- m/z 142.00 100.00%
2.0
5000 115.0 K
63.0 15.50
39 0 .
O bbb i M 2069 0941 60 93.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000
115.0 15.50
m/z 115.00  37.65%
O ‘\\\\‘\5(\)\\“‘\7\]‘1\\0‘\9\2\\‘\\\\‘\\\\“‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0
i
15.50
m/z 139.00 11.78%
5000 115.0
39.0 630 890
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19231: Benzocycloheptatriene T
141.0 15.50
115.0 m/z 143.00 10.97%
5000
63.0 89.0
0 ‘HH_H‘“““M”w‘wwwm“!‘mw‘”H_m,mwm I
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41221\
Data File : VU@43033.D

Acqg On : 12 Apr 2021 19:05
Operator : SY/MD

Sample : M1946-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1l-ethy... 11.005 8.5 ug/l 105823 4 11.819 625147 50.0
Benzene, 1l-ethy... 11.899 7.8 ug/l 97702 4 11.819 625147 50.0
Indane 12.102 94.3 ug/l 1179070 4 11.819 625147 50.0
Naphthalene, 1-... 15.230 6.3 ug/l 79165 4 11.819 625147 50.0
Benzocyclohepta... 15.420 6.5 ug/l 81406 4 11.819 625147 50.0
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