LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74970.D

Acqg On : 21 Oct 2022 18:36
Operator : JC\MD

Sample : N5222-16

Misc : 5.0mL/MSVOA_N/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_N\methods\82N102022W.M
Title : SW846 8260

Signal : TIC: VN@74970.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total

1 10.571 1438 1448 1467 rBV 3544986 6750949 1 0
2 11.871 1661 1669 1675 rBV 2155166 3922716 1 0
3 12.700 1802 1810 1825 rVB 8096238 13527133 3.88% 1.259%
4 12.853 1825 1836 1846 rBV 2673064 4851723 1 0
5 13.041 1859 1868 1874 rBV 7819057 12755383 3 1

6 13.135 1874 1884 1888 rVV 4507975 7830528 2.24%

7 13.341 1911 1919 1926 rBV 18716141 30545207 8.76%  2.843%
8 13.488 1931 1944 1950 rBV3 68764084 120202700 34.46% 11.189%
9 13.735 1981 1986 1991 rBV3 2754684 4376577 1.25% 0.407%
10 13.823 1991 2001 2010 rBV 24937774 46556279 13.35%  4.334%

o

.729%

11 13.953 2017 2023 2025 rBV 7998773 11863211 3.40% 1.104%
12 14.000 2025 2031 2044 rVB3 50127468 101100991 28.98%  9.411%
13 14.247 2067 2073 2075 rBV 4449665 7078591 2.03% 0.659%
14 14.276 2075 2078 2082 rVV 5280906 7882405 2.26% ©.734%
15 14.329 2082 2087 2094 rVB 11491278 18597726 5.33% 1.731%

16 14.447 2101 2107 2117 rVB 25705289 46656156 13.37%  4.343%
17 14.576 2124 2129 2134 rVB 2526252 3777664  1.08%  ©.352%
18 14.659 2134 2143 2145 rBV 3927488 6604282 1.89% ©.615%
19 14.694 2145 2149 2154 rVV 8586742 13224996 3.79% 1.231%
20 14.800 2161 2167 2170 rBV2 2318068 4057466 1.16% ©.378%

21 14.929 2183 2189 2200 rVB 15660439 26659363 7.64%  2.482%
22 15.041 2200 2208 2216 rBV3 13600164 30707406 8.80% 2.858%
23 15.123 2216 2222 2229 rVB 13615846 23517433 6.74%  2.189%
24 15.206 2229 2236 2245 rBV 50452177 93717724 26.87% 8.723%
25 15.312 2245 2254 2261 rBV 9640106 19742387 5.66% 1.838%

26 15.453 2270 2278 2287 rVB4 2265408 5945833 1.70% ©.553%
27 15.647 2302 2311 2324 rVV3 170549033 348839409 100.00% 32.471%
28 15.753 2324 2329 2346 rVB5 1292042 4196440 1.20% ©.391%
29 15.988 2365 2369 2384 rVV 2111762 7967094  2.28% .742%
30 16.147 2384 2396 2401 rVV2 3736663 9445719 2.71% .879%

o®

31 16.200 2401 2405 2411 rVV3 2992473 7023194 2.01% ©0.654%
32 16.282 2411 2419 2436 rVB 5022009 18273175 .24% .701%
33 16.576 2462 2469 2484 rVB 2145089 6116347 1.75% .569%

U1
[aY

(]

Sum of corrected areas: 1074314207
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74970.D

Acqg On : 21 Oct 2022 18:36
Operator : JC\MD

Sample : N5222-16

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.M
Quant Title : SW846 8260

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

Abundance TIC: VN074970.D\data.ms
1.6e+08

1.4e+08
1.2e+08
1le+08
8e+07
6e+07
4e+07

2e+07

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\

Time--> 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 6.80
Abundance TIC: VNO074970.D\data.ms

1.6e+08

1.4e+08
1.2e+08
1e+08
8e+07
6e+07
4e+07

2e+07
10.571 11.8
A

0 ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VN074970.D\data.ms

1.6e+08

—T —
11.00 11.50

15.647

1.4e+08

1.2e+08

1e+08

8e+07
13.488

Ge+07 14.000 15.206

4e+07

13.341 '
2e+07 14.983m1
14.32 312
12.790 130413 A 9&3 3 5. 82
.85 fé’ 5 13.7 14z 15.453 | 15.75315.948 640 16.576
O T T T T T /\\ \/\\*‘ \/\%*\ T | T \A\ T T \/W f M‘ T T T | T ‘v—v—f‘ﬁ/\¥
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74970.D

Acqg On : 21 Oct 2022 18:36
Operator : JC\MD

Sample : N5222-16

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.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 6
R.T. EstConc Area Relative to ISTD R.T.
13.341 32.80 ug/l 30545200 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 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Mesitylene 120 CS9H12 000108-67-8 90

Abundance Scan 1919 (13.341 min): VN074970.D\data.ms (-1911) (- | m/z 105.10 100.00%

105.1
5000

390 77.0 J 13.00 13.50
Obrr i b bl 22701520 2068 17 126,10 31.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 - /\ T /\

13.00 13.50
m/z 91.05 12.19%

39.0 77.0
O\\\‘\‘\\\“\\“\\“\‘\\\““\f‘\\‘f‘\\‘f“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0

13.00 13.50
5000 ITI z 77.05 11.91%
77.0
270\5% I M ‘ Il “
[ R R R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 13. 00 13 50

m/z 103.10 8.75%

5000
27.0 51 0 77.0 ‘ A
0 | by ual ‘\\ Ll | y P

T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74970.D

Acqg On : 21 Oct 2022 18:36

Operator JC\MD

Sample : N5222-16

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.M
: 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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.000 108.58 ug/l 101101668 1,4-Dichlorobenzene-ds  13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 corte 000496-11-7 90
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 81

3 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10

055337-80-9 74
000300-57-2 72
000622-97-9 72

m/z 118.10 100.00%

>

T
14.00

m/z 117.10  97.53%

-

14.00

m/z 115.10  71.59%

o

=
14.00

4 Benzene, 2-propenyl- 118 C9H1e
5 Benzene, 1l-ethenyl-4-methyl- 118 C9H10
Abundance Scan 2031 (14.000 min): VN074970.D\data.ms (-2025) (-
118.1
5000
63.0
oL— \“ }‘\ “‘\M‘mh‘ ML\ ‘\\ , ‘\‘ ‘1\?5‘-0‘ ‘2‘07‘0‘ — 2‘6‘0‘3‘
miz--> 50 100 150 200 250
Abundance #10180: Indane
11v.0
5000
39.0
el
00— —L }H\M\“h\ ‘r“[“\ L s s s B B B O
m/z--> 50 100 150 200 250
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
5000
39.0 770
NIV T
m/z--> 50 100 150 200 250
Abundance #10215: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-
117.0
5000
39.0
‘ 77.0
AU
m/z--> 50 100 150 200 250

m/z 91.10 31.62%

-

s
14.00

m/z 116.10 16.01%

=

14.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
: VNe74970.D
: 21 Oct 2022 18:36

JC\MD

: N5222-16
: 5.0mL/MSVOA_N/WATER
: 22 Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.M

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
3 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 10

Peak Number

R.T. EstConc Area Relative to ISTD R.T.
14.329 19.97 ug/1 18597700  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 o-Cymene 134 C1leH14 000527-84-4 95
4 p-Cymene 134 CleH14 000099-87-6 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 2087 (14.329 min): VN074970.D\data.ms (-2082) (- | m/z 119.10 100.00%
119.1
5000 ? ? ﬁ
390 770 ‘ 14.00 14.50
oL o7 85T np 134065 29.13%
miz--> 50 100 150 200 250 300 350
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
14.00 14.50
774 m/z 91.10 17.59%
9ad
O\\‘\‘!““\H\“\‘\“hH\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
— —r4
14.00 14.50
5000 m/z 117.10 12.40%
77.
39.0 ‘T
) N
m/z--> 50 100 150 200 250 300 350
Abundance #16997: 0-Cymene
119.0 14.00 14.50
m/z 120.10 9.90%
5000
olnbp 224 AL N
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74970.D

Acqg On : 21 Oct 2022 18:36
Operator : JC\MD

Sample : N5222-16

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.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 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.447 50.11 ug/1 46656200 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 80
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 80
Abundance Scan 2107 (14.447 min): VNO74970.D\data.ms (-2101) (- m/z 117.10 100.00%
117.1
5000
14.50
39.0 77.0 .
0Ll | o hal1409 1928 2831 .5 11519 37.50%
miz-> 50 100 150 200 250
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
11v.0
5000
14.50
m/z 132.05 31.72%
39.0 77.0
O-— ‘\ f‘”‘\mw”““\ . ‘HH\H\ “!H\ L e B B B
miz--> 50 100 150 200 250
Abundance #16104: Indan, 1-methyl-
117.0
14.50
5000 m/z 91.10 15.46%
390 770 ‘
bt b
miz--> 50 100 150 200 250
Abundance #16143: Benzene, (2-methyl-1-propenyl)- —r4y
117.0 14.50
m/z 118.10 11.51%
5000
65.0 ‘
AL N S A
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74970.D

Acqg On : 21 Oct 2022 18:36
Operator : JC\MD

Sample : N5222-16

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.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-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.929  28.63 ug/l 26659400 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 91
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87

Abundance Scan 2189 (14.929 min): VN074970.D\data.ms (-2183) (- | m/z 117.10 100.00%

117.1
5000

390 77.1 ‘ ‘ 15.00
O bbb L 11148.2176.9 208.1 2620 ;137 05 40.14%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000
15.00

m/z 115.05 27.86%

39.0 ‘
\‘\\\\“‘\\“”\“‘U\\\‘\\\\‘\\\‘U‘\‘U\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0

o

15.00
5000 m/z 131.05 20.76%
39.0
0*NN"HWHWHMH*MHMWMWHHM*HMHW*HWHH\HHMH
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #16106: 3-Phenylbut-1-ene .
117.0 15.00

m/z 91.10 13.51%

5000
39.0 770‘ ‘
0 \‘ 1, h‘h\ H ‘ ——

m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74970.D

Acqg On : 21 Oct 2022 18:36

Operator JC\MD

Sample : N5222-16

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.M
: 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 6 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.041  32.98 ug/l 30707400 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 93
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 87
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl0H14 076089-59-3 87
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 87

Abundance Scan 2208 (15.041 min): VN074970.D\data.ms (-2200) (- | m/z 119.10 100.00%
119.1
T T
650 | || 16222083 2834 408. 15.00
ook b b Mo 20222083 2832 408 m/z 134.e5  41.46%
miz--> 50 100 150 200 250 300 350 400
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 /UJ\Q\
5000 — :
15.00
m/z 117.10  28.68%
39.0
0 \\‘\‘\‘i‘“\h“\“‘\\“M\M \“\|\\\\’\\\\’\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
1 I
15.00
5000 m/z 91.05 17.89%
41.0 ‘
Y S IPYPRN ' S I —
m/z--> 50 100 150 200 250 300 350 400
Abundance #17063: Benzene, 1,2,3,4-tetramethyl- —— T
119.0 15.00
m/z 115.10 13.60%
5000
39.0
ol bl
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74970.D

Acqg On : 21 Oct 2022 18:36
Operator : JC\MD

Sample : N5222-16

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.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 7 Benzene,l-methyl-1,2-propad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.123  25.26 ug/1 23517400 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene,1-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 94
2 2-Methylindene 130 C10H10 002177-47-1 94
3 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0OH10 015677-15-3 93
4 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 93
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 93

Abundance Scan 2222 (15.123 min): VNO74970.D\data.ms (-2216) (- | m/z 130.05 100.00%

130.1
5000
63.0 15.00 15.50
Ol 2980 16221010 2824 o995 10 93.80%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15050: Benzene,1-methyl-1,2-propadienyl-
115.0
5000 WAV —_——
51.0 15.00 15.50
m/z 129.05 80.06%
O ’H‘H[H\‘\“M‘HHMHH‘\H!‘\ H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15022: 2-Methylindene
130.0 J
) —
15.00 15.50
5000 ITI/Z 128.05 40.25%
.0
‘ \H\ m‘ | 0\2 I ‘ ‘
O Hrred bt bbbl e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #15060: Cycloprop[alindene, 1,1a,6,6a-tetrahydro-

129.0 15.00 15.50
m/z 127.05 19.38%

5000

64.0

01.0
01280 T e

A ——
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74970.D

Acqg On : 21 Oct 2022 18:36

Operator JC\MD

Sample : N5222-16

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.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 8 Cycloprop[a]indene, 1,1a,6,... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.206 100.65 ug/l 93717700  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 96
2 2-Methylindene 130 C10H10 002177-47-1 94
3 Benzene,1-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 94
4 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 93

5 2a,4a,6a,6b-Tetrahydrocyclopenta... 130

C10H10

006053-74-3 91

Abundance Scan 2236 (15.206 min): VN074970.D\data.ms (-2229) (-
13p.1
5000
63.0
ot by i Ll 16aa 2088 2811 gea.
miz--> 50 100 150 200 250 300
Abundance  #15060: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro-
129.0
5000
64.0
02\8\.q\ i“ \‘H‘ ‘H\‘\‘ ‘\ “L T ‘\ “ T ‘ L ‘ L ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #15022: 2-Methylindene
130.0
5000
51.0
1899 1]
oAl o
miz--> 50 100 150 200 250 300
Abundance #15050: Benzene,1-methyl-1,2-propadienyl-
115.0
5000
51.0
ol }MHMH b “ S —
miz--> 50 100 150 200 250 300

m/z 130.05 100.00%

-

15.00 15.50

m/z 115.10  99.84%

-

=g 7
15.00 15.50

m/z 129.05 94.92%

=

=
15.00 15.50

m/z 128.05  48.97%

=

15.00 15.50

m/z 127.05  23.37%

-

15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74970.D

Acqg On : 21 Oct 2022 18:36

Operator JC\MD

Sample : N5222-16

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 9 1,4-Dihydronaphthalene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.312  21.20 ug/l 19742400 1,4-Dichlorobenzene-d4  13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dihydronaphthalene 130 cleme 000612-17-9 96

2 Cycloprop[alindene, 1,1a,6,6a-te... 130 C10H10
3 Naphthalene, 1,2-dihydro- 130 C1eH1e
4 2a,4a,6a,6b-Tetrahydrocyclopenta... 130 Cl0H10
5 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C10H10

015677-15-3 93
000447-53-0 91
006053-74-3 70
034324-40-8 70

Abundance Scan 2254 (15.312 min): VN074970.D\data.ms (-2245) (- | m/z 129.05 100.00%
129.1
o J\J\A
— R
510 910 15.00 15.50
T W “‘16‘2?‘ 2081 2874 ;m/z 130.05  98.37%
miz—-> 50 100 150 200 250
Abundance #15034: 1,4-Dihydronaphthalene
13p.0
5000
15.00 15.50
510 m/z 131.05 63.67%
O \ \ T ‘\ “‘ \H‘ T H“‘\ ‘\ H T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #15060: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro-
129.0
- 4
15.00 15.50
5000 m/z 128.00 60.85%
64.0
oo fdueold
miz--> 50 100 150 200 250
Abundance #15045: Naphthalene, 1,2-dihydro-
130.0 15.00 15.50
m/z 115.10 58.40%
5000
63.0
0‘2‘7‘0“”u‘h“m‘w‘ ‘MMW‘HH_HWHH ay -
miz--> 50 100 150 200 250 15.00 15.50

82N102022W.M Mon Oct 24 16:20:13 2022

Page:

11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74970.D

Acqg On : 21 Oct 2022 18:36
Operator : JC\MD

Sample : N5222-16

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.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 10 1H-Indene, 1-methylene- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.647 374.64 ug/l 348839000 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene 128 C10H8 000275-51-4 95
2 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 60
3 4-Phenylbut-3-ene-1-yne 128 C10HS8 1000222-12-0 46
4 Naphthalene 128 C10HS8 000091-20-3 43
5 Isoquinoline 129 CSH7N 000119-65-3 42

Abundance Scan 2311 (15.647 min): VN074970.D\data.ms (-2302) (- | m/z 126.05 100.00%

63.0 126.1
5000
——

—
I ‘ 15.50 16.00
ob bl ) 18912532 3583 543. n/z 63.05 99.96%
miz> 50 100 150 200 250 300 350 400 450 500
Abundance #13679: Azulene
128.0
5000 S/ — —
15.50 16.00

m/z 102.05 99.92%

51.0
\\m\‘\\J‘\\Il\m\l\‘J\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13688: 1H-Indene, 1-methylene-
128.0

— —
15.50 16.00

o

5000 m/z 51.10 99.91%
51.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13687: 4-Phenylbut-3-ene-1-yne A — —
128.0 15.50 16.00

m/z 127.10  99.87%

. I A Jk

\ —
m/z--> 50 100 150 200 250 300 350 400 450 500 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74970.D

Acqg On : 21 Oct 2022 18:36
Operator : JC\MD

Sample : N5222-16

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.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... 13.341 32.8 ug/l 30545200 4 13.794 46556300 50.0
Indane 14.000 108.6 ug/l 101101000 4 13.794 46556300 50.0
Benzene, 1l-ethy... 14.329 20.0 ug/l 185977060 4 13.794 46556300 50.0
Benzene, 1l-ethe... 14.447 50.1 ug/l 46656200 4 13.794 46556300 50.0
1H-Indene, 2,3-... 14.929 28.6 ug/l 26659400 4 13.794 46556300 50.0
Benzene, 1,2,4,... 15.041 33.0 ug/l 30707400 4 13.794 46556300 50.0
Benzene,1-methy... 15.123 25.3 ug/l 235174060 4 13.794 46556300 50.0
Cycloprop[a]ind... 15.206 100.7 ug/l 93717700 4 13.794 46556300 50.0
1,4-Dihydronaph... 15.312 21.2 ug/l 19742400 4 13.794 46556300 50.0
1H-Indene, 1-me... 15.647 374.6 ug/l 348839000 4 13.794 46556300 50.0
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