LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90122\
Data File : VN@74272.D

Acqg On : 02 Sep 2022 04:08
Operator : JC\MD

Sample : N4354-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 47 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\82N083022W.M

Title : SW846 8260

Signal : TIC: VN@74272.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.698 136 138 143 rVB5 13926 22216 1.79% 0.239%
2 3.210 223 225 234 rVB4 8505 16428 1.32% 0.177%
3 5.528 608 619 620 rBv4 21772 41828 3.37% 0.450%
4 7.951 1020 1031 1036 rBV 168933 404050 32.58%  4.345%
5 8.016 1036 1042 1053 rVV 267033 633397 51.08% 6.811%
6 8.104 1053 1057 1068 rVB7 13639 31681 2.55% 0.341%
7 8.369 1093 1102 1116 rBV2 192194 454556 36.65% 4.888%
8 8.904 1184 1193 1201 rBV 455175 920212 74.20%  9.895%
9 9.957 1366 1372 1378 rVB4 11369 23813 1.92% 0.256%
10 10.380 1436 1444 1453 rBV 661530 1240114 100.00% 13.335%
11 10.580 1473 1478 1484 rVB7 7964 15966 1.29% 0.172%
12 10.798 1507 1515 1524 rVB2 21835 43246 3.49% 0.465%
13 11.192 1578 1582 1588 rVB4 9948 14700 1.19% 0.158%
14 11.686 1656 1666 1674 rBV 663910 1193262 96.22% 12.831%
15 12.668 1826 1833 1845 rVB 535402 917678 74.00%  9.868%
16 12.857 1861 1865 1873 rVB3 11156 21787 1.76% 0.234%
17 13.427 1955 1962 1968 rBV5 23036 56526 4.56% 0.608%

18 13.610 1985 1993 2006 rBV 660498 1127489 90.92% 12.124%
19 13.774 2015 2021 2025 rBV 110247 178430 14.39%  1.919%

20 13.815 2025 2028 2031 rVV 47509 72767 5.87% 0.782%
21 13.857 2031 2035 2044 rVB6 44755 106128 8.56% 1.141%
22 13.939 2044 2049 2054 rVB3 21065 33361 2.69% 0.359%
23 14.009 2054 2061 2066 rBV 29132 47454 3.83% 0.510%
24 14.074 2066 2072 2075 rBV4 8922 14882 1.20% ©.160%
25 14.157 2080 2086 2091 rVB3 36104 57131 4.61% 0.614%
26 14.215 2091 2096 2100 rBv4 35520 63479 5.12% ©.683%
27 14.268 2100 2105 2112 rVB 99118 169931 13.70% 1.827%
28 14.398 2123 2127 2132 rBv4 13429 19704 1.59% 0.212%
29 14.474 2134 2140 2145 rVV 163907 275825 22.24%  2.966%
30 14.515 2145 2147 2151 rVV2 40048 49552 4.00% ©.533%
31 14.557 2151 2154 2157 rW3 16440 26039 2.10% ©.280%
32 14.592 2157 2160 2169 rVv3 12986 23357 1.88% 0.251%
33 14.698 2171 2178 2183 rVWV3 20620 38515 3.11% 0.414%
34 14.751 2183 2187 2191 rW5 18849 36462 2.94%  ©.392%
35 14.786 2191 2193 2199 rVB5 11190 18488 1.49% ©.199%
36 14.862 2199 2206 2212 rBV5 33193 75090 6.06% 0.807%

82N083022W.M Fri Sep 02 13:40:52 2022 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90122\
Data File : VN@74272.D

Acqg On : 02 Sep 2022 04:08
Operator : JC\MD

Sample : N4354-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 47 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\82N083022W.M

Title : SW846 8260

37 14.921 2212 2216 2222 rVB3 20221 43562 3.51% 0.468%
38 15.127 2243 2251 2256 rBV5 93283 200408 16.16%  2.155%
39 15.168 2256 2258 2262 rVv4 41425 58640 4.73% 0.631%
40 15.245 2264 2271 2280 rVB4 104238 245570 19.80% 2.641%
41 15.539 2317 2321 2326 rBV7 16584 34332  2.77% ©.369%
42 15.598 2329 2331 2336 rVB5 11893 14822 1.20% ©.159%
43 15.727 2346 2353 2360 rBV3 44054 88687 7.15% ©.954%
44 15.898 2374 2382 2387 rBV7 22215 50807 4.10% ©.546%
45 16.027 2398 2404 2410 rBV7 10675 19197 1.55% 0.206%
46 16.109 2410 2418 2425 rVB5 20212 44446 3.58% 0.478%
47 16.251 2438 2442 2449 rVBS8 5601 13925 1.12% 0.150%

Sum of corrected areas: 9299940
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: N4354-05
: 5.0mL/MSVOA_N/WATER
. 47

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90122\

: VN@74272.D
: 02 Sep 2022 04:08

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

Abundance

600000

500000

400000

300000

200000

100000

0
Time-->

TIC: VNO74272.D\data.ms

2.698 3.210 5.528

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

600000

500000

400000

300000

200000

100000

TIC: VNO74272.D\data.ms

10.880 11.586

8.904

8.369
9. 957 10 58010 798 11,192

8.016

0
Time-->

7.9
.104
T
8.00

T
9 00 9 50 10 00 10 50 11 OO 11.50

Abundance

600000

500000

400000

300000

200000

100000

Time-->

TIC: VNO74272.D\data.ms

13.610

12.668

T ‘ T T ‘ T ‘ T ‘ T ‘ T
12.00 12.50 14.50 15.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90122\
Data File : VNO@74272.D

Acqg On : 02 Sep 2022 04:08
Operator : JC\MD

Sample : N4354-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.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, 1,3-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.774 7.91 ug/1 178430 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91
Abundance Scan 2021 (13.774 min): VN074272.D\data.ms (-2015) (- | m/z 105.00 100.00%
105.0
5000 134.0
770 Aﬂj\‘ ol P A
39 0 ‘ ‘ 13.50 14.00
Ot L L1564 2068 L T00 60 98, 60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 e Al s
13.50 14.00
91.0 m/z 134.00 44.73%
39.0 65.0 ‘ ‘
O \\\‘\‘\‘\\“‘\\‘h‘\‘\\\\‘\\\\“H\\Ul\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0 /\ /\ A
p_ SR
13.50 14.00
5000 m/z 91.00 31.00%
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0 13.50 14.00
m/z 77.00 15.96%
5000
91.0
41.0 650‘ ‘
0"‘_‘H"H‘_“ﬂ‘M‘_‘Jw‘u“u‘w“u‘u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90122\
Data File : VNO@74272.D

Acqg On : 02 Sep 2022 04:08
Operator : JC\MD

Sample : N4354-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.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, 2-butenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.268 7.54 ug/1 169931 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 78
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 68

Abundance Scan 2105 (14.268 min): VN074272.D\data.ms (-2100) (-~ | m/z 116.95 100.00%

117.0
5000 ‘/L
L M A

91.0
39.0 63.0 ‘ ‘ 1%‘2.8 14.00 14.50
0l et il S myz 124,95 38.57%
miz--> 20 40 60 80 100 120 140
Abundance #16120: Benzene, 2-butenyl-
117.0
5000 ‘A\ pbo “AN\M
91.0 14.00 14.50
390 65.0 m/z 132.00 26.76%
oo
L L Lyt | | 1| Jl
O\\\‘\‘\\\‘\\‘\\"\\\\‘\\\\‘\\H‘\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
(SRR AN N P W M\
14.00 14.50
5000 ITI z 91.00 16.72%
91.0
39.0 65.0 133.0
ol 280 sl L
miz--> 20 40 60 80 100 120 140 /\
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- ’AA
117.0 14 00 14 50
m/z 116.10 12.77%
5000
. 91.0 /\A
51.
133.0
o zo 0y | el e
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©90122\
Data File : VNO@74272.D

Acqg On : 02 Sep 2022 04:08
Operator : JC\MD

Sample : N4354-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.474  12.23 ug/1 275825 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 2140 (14.474 min): VNO74272.D\data.ms (-2134) (- m/z 118.95 100.00%
119.0
5000
20.0 91.0 \/\\ ; ‘0\ \/\‘/\/\k
64.9 14.5
0 ‘_"W‘H‘M‘,u‘uH“H“wH““Mk_“1‘?2‘:‘?]”‘%9‘7:? m/z 134.05  46.29%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 /\ \A\ T T T \/\\
14.50
91.0 m/z 91.00 18.70%
39.0 @50
O \‘\?‘\5\.?\‘\\\“‘\\‘\\"\‘\\\“\\‘\\‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 /\
An Tt W
14.50
5000 m/z 133.05 12.98%
91.0
39.0 @50
T S I N
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0 14.50
m/z 115.00 11.19%
5000
410 91.0
ol 280, R e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90122\
Data File : VNO@74272.D

Acqg On : 02 Sep 2022 04:08
Operator : JC\MD

Sample : N4354-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.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 4 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.127 8.89 ug/1 200408 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 55
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 50
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 50
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 50
Abundance Scan 2251 (15.127 min): VNO74272.D\data.ms (-2243) (- m/z 130.95 100.00%
130.9
5000
91.0 /\/\ A SRV
51.1
‘H 2072 15.00 15.500
0! ol ey m/z 132,95 75.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 AA/\ i ‘ “\A’“
15.00 15.50
91.0 m/z 115.00 22.89%
| 39‘.0 l, 63\\\0 L ‘ m ‘H \M
O\‘\\\\‘\\\\‘\\\\‘\1\\‘\\\\’\ \’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
Ay
W laer  hal W
15.00 15.50
5000 m/z 91.00 21.74%
AL
0““H“HNWW‘\M““_“NW‘ e EEERmmaIE
m/z--> 20 40 60 80 100 120 2140 160 180 200 mewam
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- ”\*
131.0 1500 1550
m/z 148.05 21.45%
5000
91.0 ‘ }\
39.0
64.0
ow\w\\w\w e ) NIRTANVE N
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©90122\
Data File : VNO@74272.D

Acqg On : 02 Sep 2022 04:08
Operator : JC\MD

Sample : N4354-05

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.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 5 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.245 10.89 ug/l 245570  1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 87
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 87
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 81

Abundance Scan 2271 (15.245 min): VN074272.D\data.ms (-2264) (- m/z 131.00 100.00%

131.0
5000 f\
AaA ]

51.0 91.0 m ‘ 15.00 15.50
)

o‘Hww‘_“wwmJh,m“wwm‘!‘_u‘m_m_mzf?‘?:? m/z 133.05 19.23%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
M At P

5000
15.00 15.50
91.0 m/z 146.00  19.19%
39.0 64.0 ‘ ‘
0\u\‘\‘\u“‘\\“i‘w‘mwu“,\h\“‘hwh“\‘M\H“\u‘uu‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
A ‘ Wx ‘
15.00 15.50
5000 m/z 114.95 14.51%

390 gq0 910
0‘H“‘\‘H““‘\M\“\U“H\"“"M"H"\M‘H\\‘H‘HH‘HH‘HH )‘h
m/z--> 20 40 60 80 100 120 140 160 180 200 W\M
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- e \a WA ‘

131.0 15.00 15.50
m/z 90.95 12.03%

5000

27.0 51.0 91.0 ﬂ
AA /)\MAM

P Y I W S— o,
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

82N083022W.M Fri Sep 02 13:40:58 2022 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90122\
Data File : VN@74272.D

Acqg On : 02 Sep 2022 04:08
Operator : JC\MD

Sample : N4354-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.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, 1,3-di... 13.774 7.9 ug/l 178430 4 13.615 1127490 50.0
Benzene, 2-bute... 14.268 7.5 ug/l 169931 4 13.615 1127490 50.0
Benzene, 1,2,4,... 14.474  12.2 ug/l 275825 4 13.615 1127490 50.0
1H-Indene, 2,3-... 15.127 8.9 ug/l 200408 4 13.615 1127490 50.0
1H-Indene, 2,3-... 15.245 10.9 ug/l 245570 4 13.615 1127490 50.0
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