LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22124\
Data File : VN@81119.D

Acqg On : 21 Feb 2024 14:46
Operator : JC\MD

Sample : P1546-07 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  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©21624W.M

Title : SW846 8260

Signal : TIC: VN@81119.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 8.171 1045 1057 1061 rBvV2 236991 575415 5.78% 1.177%
2 8.224 1061 1066 1080 rVB 491385 1093962 11.00% 2.238%
3 8.582 1118 1127 1140 rBV2 271021 757041 7.61% 1.549%
4 9.100 1206 1215 1228 rBV 728694 1523496 15.31% 3.116%
5 10.571 1456 1465 1469 rBvV 828396 1548281 15.56% 3.167%

6 10.629 1469 1475 1488 rVB 4420848 7997536 80.39% 16.360%
7 11.865 1676 1685 1694 rBV 984937 1757335 17.67%  3.595%
8 11.965 1694 1702 1710 rVV 1611292 2701409 27.16% 5.526%
9 12.070 1711 1720 1733 rVB 5281409 9947860 100.00% 20.349%
10 12.400 1766 1776 1784 rBV 2915576 4856895 48.82% 9.935%

11 12.694 1820 1826 1833 rVB 88392 150527 1.51%
12 12.853 1844 1853 1861 rVB 635524 1114188 11.20%
13 13.035 1878 1884 1889 rBV 249300 398256  4.00%
14 13.100 1889 1895 1898 rVV 1288130 2119832 21.31%
15 13.129 1898 1900 1904 rVV 521273 763051  7.67%
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16 13.176 1904 1908 1916 rVB 537793 867898 8.72%
17 13.335 1926 1935 1944 rBV 498625 846263  8.51%
18 13.482 1950 1960 1968 rBV 2073696 3351933 33.70%
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19 13.794 2006 2013 2025 rBV2 990817 2570217 25.84% 258%
20 13.953 2034 2040 2042 rBV3 68722 119121 1.20% 244%
21 13.994 2042 2047 2064 rVB3 515603 1321282 13.28% 2.703%
22 14.182 2072 2079 2084 rBV3 80295 139855 1.41% 0.286%
23 14.241 2084 2089 2092 rVV 114950 185385 1.86% ©.379%
24 14.276 2092 2095 2100 rVwV 95726 152534 1.53% 0.312%
25 14.335 2100 2105 2110 rVB 160119 262130 2.64% ©.536%
26 14.447 2119 2124 2131 rVB2 99708 169041 1.70% 0.346%
27 14.653 2152 2159 2163 rBV 88942 170804 1.72% ©.349%
28 14.694 2163 2166 2171 rVB 118911 164812 1.66% ©.337%
29 14.929 2201 2206 2211 rBV3 85349 150525 1.51% ©.308%
30 15.053 2217 2227 2233 rBv4 152812 367780 3.70% 0.752%
31 15.323 2267 2273 2285 rVB8 34503 109504 1.10% ©.224%
32 15.641 2317 2327 2334 rBV2 261689 524535 5.27% 1.073%

33 16.782 2513 2521 2522 rBV 70206 107375 1.08% 0.220%

Sum of corrected areas: 48886078
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

: 21 Feb 2024 14:46

: P1546-07 50X
: 5.0mL/MSVOA_N/WATER
. 13

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@©22124\
VN@e81119.D

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21624W.M
: SW846 8260

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22124\
Data File : VN@©81119.D

Acqg On : 21 Feb 2024 14:46
Operator : JC\MD

Sample : P1546-07 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.100 41.24 ug/l 2119830 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
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 CS9H12 000108-67-8 91
Abundance Scan 1895 (13.100 min): VN081119.D\data.ms (-1889) (- | m/z 105.00 100.00%
105.0
5000
120.1
390 630 77‘-0 91‘-0 ‘ 13.00 13.50
Oyt et el e m/z 120.05  30.46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ M /\ |
120.0 13.00 13.50
m/z 91.00 12.28%
77.0 91.0
O\\‘:17\5\.\0‘\\\‘\‘\??‘.9\\\“H\\6‘:\)"\.‘9\‘H\m‘\H\“iH\‘\‘11\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0 A
—— R
13.00 13.50
5000 m/z 77.00 11.54%
120.0
77.0 91.0
o 18.0 39.0 63.0
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 13.00 13.50
m/z 103.00 9.29%
5000
700 120.0
w0 w0 | A
L e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22124\
Data File : VN@©81119.D

Acqg On : 21 Feb 2024 14:46
Operator : JC\MD

Sample : P1546-07 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzene, 1l-ethyl-4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.335 16.46 ug/l 846263 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1935 (13.335 min): VN081119.D\data.ms (-1926) (- | m/z 104.95 100.00%
105.0
5000
300 o 77.0 | 13.00 13.50
Ol B89 LUl 12221412 00 16 32.69%
miz--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\j\\/\ \/\\ T T T /\\
13.00 13.50
m/z 76.95 12.67%
77.0
0 \1\5\.(‘)\‘\ \3\9“.(\)\‘\5\9‘.9\ T \M‘ T \‘i T “1 T “\-\ LA B
miz--> 20 40 60 80 100 120 140 160
Abundance
105.0 /\
- L
13.00 13.50
5000 m/z 91.00 12.66%
77.0
270 510
o e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0 13.00 13.50
m/z 103.00 9.74%
5000
77.0
51.0
ol 2O Iy b4 amo o )\ L |
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22124\
Data File : VN@©81119.D

Acqg On : 21 Feb 2024 14:46
Operator : JC\MD

Sample : P1546-07 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.994  25.70 ug/1l 1321280 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 81
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 68
3 Deltacyclene 118 C9H1e 007785-10-6 64
4 Benzene, 1-(chloromethyl)-4-ethe... 152 C9H9C1l 001592-20-7 59
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 53
Abundance Scan 2047 (13.994 min): VN081119.D\data.ms (-2042) (- | m/z 117.00 100.00%
11v.0
5000
91.0 L \L = K‘/\/\\/\
39.0 63.0 ' 14.00
134.0
) S A A el S IS99 /7 118,00 53.03%
miz--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0
5000 T
14.00
910 m/z 115.00 34.97%
390 630 Ot
O \\\“\\\\“\\H\\““\‘\\\“\\“\\“\\\!“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
117.0
LAV
14.00
5000 910 m/z 91.60  15.06%
39.0 650
o L
m/z--> 20 40 60 80 100 120 140 160
Abundance #10184: Deltacyclene
117.0 14.00
m/z 116.00 8.69%
5000
390 91.0
vl & !
0 “‘““H}‘WMJNJ“N“Wi“M“lq““‘“““‘ ; SRR LVAVY
m/z--> 20 40 60 80 100 120 140 160 14.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@©22124\

VN@e81119.D

: 21 Feb 2024 14:46

JC\MD

: P1546-07 50X
: 5.0mL/MSVOA_N/WATER
: 13 Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.M

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Concentration Rank 5

Peak Number

4 o-Cymene

R.T. EstConc Area Relative to ISTD R.T.
14.335 5.10 ug/1 262130 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 94
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 93
4 p-Cymene 134 C10H14 000099-87-6 93
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91

Abundance Scan 2105 (14.335 min): VN081119.D\data.ms (-2100) (- | m/z 119.05 100.00%
119.1
5000
91.0
39.0 65.0 ‘ 1351 14.00 14.50
bbbl ST msz 134,00 29.24%
miz--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0
5000 [ A‘A
14.00 14.50
91.0 m/z 91.60  17.90%
o150 4O &0 145-0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance
119.0
i et
14.00 14.50
5000 m/z 120.10 10.96%
. 91.0
0 390 650 135.0
I B B Rt e s e
m/iz--> 20 40 60 80 100 120 140
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)- ”%\‘ ‘fWA‘ ‘ \/A“ﬁ
119.0 14.00 14.50
m/z 105.10 9.75%
5000
91.0
oL150 410 690 )l 130
A o B P o
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22124\
Data File : VN@81119.D

Acqg On : 21 Feb 2024 14:46

Operator : JC\MD

Sample : P1546-07 50X

Misc : 5.0mL/MSVOA_N/WATER
ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21624W.M
: SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.053 7.15 ug/1 367780 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 94
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 90
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 90

Abundance Scan 2227 (15.053 min): VN081119.D\data.ms (-2217) (- | m/z 116.95 100.00%
117.0
5000
390 649 91‘-0 L‘“ | 147 15.00
bbbl b 2478 207107 132,00 34.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 - w‘f‘\w/“\
91.0 15.00 ]
51.0 m/z 115.00 30.60
270~ ‘
O \\\‘\\\\‘\\‘U\““U\\\‘\\u\‘H\‘\\\’\‘U\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
Lo
Vi SWANAVAVLYLN
15.00
5000 m/z 131.05 16.44%
91.0
0 27.0 510
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- AAAMW i ‘
117.0 15.00
m/z 90.95 14.12%
5000
390 65.0 ‘ ‘
0‘“_‘HH‘ﬂ‘JM‘w‘M‘NM‘M‘WV,H‘W“H‘H“_‘H e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22124\
Data File : VN@©81119.D

Acqg On : 21 Feb 2024 14:46
Operator : JC\MD

Sample : P1546-07 50X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1l-ethy... 13.100 41.2 ug/l 2119830 4 13.794 2570220 50.0
Benzene, 1l-ethy... 13.335 16.5 ug/l 846263 4 13.794 2570220 50.0
Indane 13.994 25.7 wug/l 1321280 4 13.794 2570220 50.0
o-Cymene 14.335 5.1 wug/l 262130 4 13.794 2570220 50.0
Benzene, 2-ethe... 15.053 7.2 ug/l 367780 4 13.794 2570220 50.0
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