LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41824\
Data File : VN@81796.D

Acqg On : 18 Apr 2024 18:42
Operator : JC\MD

Sample : P2121-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  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\82N041524W.M

Title : SW846 8260

Signal : TIC: VN@81796.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.077 16 21 27 rBV 35720 57422 1.47% 0.249%
2 2.812 138 146 152 rBV2 33413 66276 1.69% 0.287%
3 4.430 410 421 434 rBV 29243 87462 2.23% 0.379%
4 6.677 792 803 811 rBv4 15681 54847 1.40% 0.238%
5 7.230 886 897 906 rBv4 30793 88445  2.26% ©0.383%

6 8.165 1046 1056 1061 rBV 208182 489927 12.51%
7 8.224 1061 1066 1079 rVB 382482 820893 20.96%
8 8.582 1111 1127 1135 rBV 212037 518588 13.24%
9 9.100 1205 1215 1227 rBV 528627 1082953 27.65%

9.271 1237 1244 1254 rBV 39729 95980 2.45%

O b~ NWN
N
i
o
Y

11  9.647 1302 1308 1314 rBV9 14308 39411 1.01%
12 10.565 1458 1464 1478 rVB 855790 1600378 40.86%
13 11.865 1679 1685 1697 rVB 779939 1484577 37.90%
14 12.141 1707 1732 1733 rBV3 674577 2825503 72.13% 1

ANVOOO®
IN
w
IS
R

15 12.847 1846 1852 1860 rVB 625349 1150417 29.37% 982%
16 13.059 1880 1888 1899 rBvV4 256757 942268 24.05% 4.081%
17 13.223 1906 1916 1917 rBV5 282413 834426 21.30% 3.614%
18 13.259 1918 1922 1928 rVB 913493 1532811 39.13% 6.639%

19 13.335 1929 1935 1955 rVB 1800900 3917159 100.00% 16.965%
20 13.506 1958 1964 1970 rBV 330099 598506 15.28%

N
Ul
o]
N
R

21 13.612 1976 1982 1987 rBV1O 110796 295217  7.54% 1.279%

22 13.688 1991 1995 2006 rVB7 356390 863283 22.04%  3.739%
23 13.794 2007 2013 2018 rBV 786804 1403684 35.83% 6.079%
24 14.017 2044 2051 2061 rVB5 252477 807230 20.61%  3.496%
25 14.694 2161 2166 2175 rVB7 99776 278833  7.12% 1.208%
26 15.223 2247 2256 2267 rVB4 188667 593658 15.16% 2.571%
27 15.394 2280 2285 2292 rBV5 139186 343384 8.77% 1.487%

28 16.500 2465 2473 2478 rBV5 67946 216033 5.52% ©.936%

Sum of corrected areas: 23089571
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe41824\
: VNe81796.D
: 18 Apr 2024 18:42
JC\MD
. P2121-04
: 5.0mL/MSVOA_N/WATER
: 23 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41524W.M
Quant Title : SW846 8260

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

Time-->

1500000

1000000

500000

Abundance TIC: VN081796.D\data.ms

2.077 2.812 4.430 6.677

0 ‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH“\H‘HH‘\H\‘HH‘\H\‘/ﬁw\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH’HH‘HH‘H
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Time-->

1500000

500000

Abundance TIC: VN081796.D\data.ms

1000000 10.565

9.100

9.271 9.647
0— — — T T e T — — — —
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Time-->

1500000

1000000

500000

Abundance TIC: VN081796.D\data.ms

13.835

13.259

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\VNe41824\
Data File : VN@81796.D

Acqg On : 18 Apr 2024 18:42

Operator JC\MD

Sample : P2121-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@41524W.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 1 1,2,3-Trimethylindene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.141  95.16 ug/1 2825500  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2,3-Trimethylindene 158 C12H14 004773-83-5 94
2 (1-Methylpenta-1,3-dienyl)benzene 158 C12H14 116669-49-9 90
3 1H-Indene, 1,1,3-trimethyl- 158 C12H14 002177-45-9 87

4 Benzene, 1,3,5-trimethyl-2-(1,2-... 158 C12H14

029555-07-5 80

5 (1-Methylpenta-2,4-dienyl)benzene 158 C12H14 1000210-01-1 74
Abundance Scan 1732 (12.141 min): VN081796.D\data.ms (-1707) (- | m/z 143.00 100.00%
148.0

5000
115.1 T ‘ T T ‘ T
] 77.0 ‘ 12.00 12.50
Oy e b AL A2 1942 0 158 05 54.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34706: 1,2,3-Trimethylindene
148.0
5000 e —
12.00 12.50
115.0 m/z 158.10 54.04%
20,630 w0 | ||
0 ‘\‘\\\“\\‘\\"”\H\HM"\\H\\"\\\r“\\r\‘i\\r\“\\\\‘\\\\ 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34733: (1-Methylpenta-1,3-dienyl)benzene
143.0
=T —
12.00 12.50
5000 ITI/Z 141.00 30.71%
39.0 77.0 115.0
0 \%8;%,, ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34720: 1H-Indene, 1,1,3-trimethyl- ~ ——
143.0 12.00 12.50
m/z 115.10  25.24%
5000
115.0
olzzo S0 70 L ~
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN041824\
Data File : VN@81796.D

Acqg On : 18 Apr 2024 18:42
Operator : JC\MD

Sample : P2121-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41524W.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 Naphthalene, 1,2-dihydro-3,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.059 33.56 ug/l 942268 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dihydro-3,5,8-t... 172 C13H16 030316-18-8 52
2 Naphthalene, 1,2-dihydro-1,5,8-t... 172 C13H16 004506-36-9 50
3 1H-Indene, 1,1,3-trimethyl- 158 C12H14 002177-45-9 50
4 Benzene, 1,4-bis(1-methylethenyl)- 158 C12H14 001605-18-1 50
5 1,2,3-Trimethylindene 158 C12H14 004773-83-5 50
Abundance Scan 1888 (13.059 min): VN081796.D\data.ms (-1880) (-~ | m/z 157.10 100.00%
15¢.1
5000 V/M
T \
13.00
0! m/z 143.05 76.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #47484: Naphthalene, 1,2-dihydro-3,5,8-trimethyl-
157.0
5000 — :
13.00
128.0 m/z 128.05 54.18%
150 39.0 77.0 ' H
O \‘\ T T \“‘\ \“\‘ T ’H\‘\‘\ ‘”“ \‘\‘\1\0‘%'\0\ ‘1 T \‘!“\ \‘i 1 \‘U“H‘ T \“\‘\ [T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #47480: Naphthalene, 1,2-dihydro-1,5,8-trimethyl-
157.0
T \
13.00
5000 m/z 158.20 53.28%
15.0 39.0 77.0 1150 ‘
0‘H‘w“M““m‘m,‘\‘ﬂwl“"‘M"uH‘;‘“‘hﬁ?’z,‘p‘1“”“”‘\‘“””
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34720: 1H-Indene, 1,1,3-trimethyl- —— ‘
143.0 13.00
m/z 142.05 45.66%
5000
115.0
S/ A R S
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN041824\
Data File : VN@81796.D

Acqg On : 18 Apr 2024 18:42
Operator : JC\MD

Sample : P2121-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41524W.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 (1-Methylpenta-1,3-dienyl)b... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.223  29.72 ug/1 834426 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1-Methylpenta-1,3-dienyl)benzene 158 C12H14 116669-49-9 90
2 1,2,3-Trimethylindene 158 C12H14 004773-83-5 90
3 1H-Indene, 1,1,3-trimethyl- 158 C12H14 002177-45-9 87
4 Benzene, 1,4-bis(1-methylethenyl)- 158 C12H14 001605-18-1 72
5 Benzene, 1,3,5-trimethyl-2-(1,2-... 158 C12H14 029555-07-5 72

Abundance Scan 1916 (13.223 min): VN081796.D\data.ms (-1906) (- | m/z 143.05 100.00%
1438.1

4
5000
115.0

P T
39.0 706 ‘ 13.00 13.50
‘ Loy ‘\ mH\ g\]\-l H\ M ‘ 174219‘4"‘2‘ m/z 158.19 55.0800

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34733: (1-Methylpenta-1,3-dienyl)benzene
143.0

o

5000 —— e
13.00 13.50
39.0 77.0 115.0 m/z 128.05 53.66%
0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34707: 1,2,3-Trimethylindene
143.0
13.‘00 13.‘50
5000 m/z 141.05 28.59%
115.0
270 510 170 L
0 \”**\*““*ﬂ“*”W*”*w”**“w*”*\***“ww**\*****
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34720: 1H-Indene, 1,1,3-trimethyl- —— ——
143.0 13.00 13.50

m/z 115.00  22.54%

5000
115.0
270 510 770 L

0 ‘H‘“‘HH“wm1“"M"w‘w‘HH“HH“‘HH‘HH ‘ —

T ‘
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN041824\
Data File : VN@81796.D

Acqg On : 18 Apr 2024 18:42
Operator : JC\MD

Sample : P2121-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41524W.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 4-Heptanone, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.259 54.60 ug/l 1532810 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 80
2 3-Buten-2-0l, 2,3-dimethyl- 100 C6H120 010473-13-9 59
3 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 47
4 3,5-Heptanedione, 4-acetyl-2,2,6... 226 C13H2203 1000161-42-4 45
5 2-Methylbutanoic anhydride 186 C10H1803 001468-39-9 42

Abundance Scan 1922 (13.259 min): VN081796.D\data.ms (-1918) (- | m/z 85.10 100.00%

57.1 85.1
5000

‘ ‘ 142.1 13 00 13 50
bl b 2091 L L 1862 nmjz 57.10 98.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23068: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 —— —
13.00 13.50

290
m/z 41.00 34.41%
1 1

14‘2.0
\\1\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4413: 3-Buten-2-ol, 2,3-dimethyl-
59.0 85.0

o

1300 1350
5000 m/z 58.05 24.53%
31# I
Ol el bl sl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23034: 4-Octanone, 2-methyl- —r e
57.0 13.00 13.50
85.0 m/z 43.18  17.41%
5000
29.0 142.0
N W 1 I
m/z--> 20 40 60 80 100 120 140 160 180 200 13 OO 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN041824\
Data File : VN@81796.D

Acqg On : 18 Apr 2024 18:42
Operator : JC\MD

Sample : P2121-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41524W.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 Butanoic acid, butyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.335 139.53 ug/1 3917160 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 95
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 72
3 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 64
4 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 59
5 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 59
Abundance Scan 1935 (13.335 min): VN081796.D\data.ms (-1929) (- | m/z 71.10 100.00%
71.1
5000 43.0 ‘jk
101.1 157.1 13.00 13.50
0 "w‘Hw‘HM"1“"\uwh‘“1“29‘1‘w_m}?q‘%w m/z 89.10 60.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24132: Butanoic acid, butyl ester
71.0
43.0
5000
13. 00 13 50
m/z 56.05 45.07%
gisol |l 1m0 g
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24298: Propanoic acid, 2-methyl-, 2-methylpropyl ester
43.0 71.0
13. 00 13 50
5000 m/z 43.05 43.87%
‘ ‘101 0
L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47011: Butanoic acid, hexyl ester
430 710 13.00 13.50
m/z 41.00 33.93%
5000
‘ ‘ ‘ 101.0 129.0 154.0
Ol M i 22D
m/z--> 20 40 60 80 100 120 140 160 180 200 13. OO 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN041824\
Data File : VN@81796.D

Acqg On : 18 Apr 2024 18:42
Operator : JC\MD

Sample : P2121-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41524W.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 6 2-Heptanone, 4,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.506  21.32 ug/l 598506 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 80
2 Nonane, 5-methyl- 142 C1eH22 015869-85-9 43
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 35
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 35
5 2-Heptanone, 4-methyl- 128 C8H160 006137-06-0 27
Abundance Scan 1964 (13.506 min): VN081796.D\data.ms (-1958) (- | m/z 43.05 100.00%
43.0
1350 |
109.2 157.2 :
(R “H: BSR AR L 1980 s sglee  64.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000 e e
85.0 13.50
m/z 85.10  40.23%
15.0 I L 109.0
O\\‘\‘\\\\i}\\"\‘\‘\\“\‘\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22079: Nonane, 5-methyl-
43.0
RN \
85.0 13.50
5000 m/z 69.10 40.20%
obr bl d 120 120
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14543: Heptane, 2,3-dimethyl- T ‘
43.0 13.50
m/z 84.05  38.44%
5000 84.0
P S B L,
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN041824\
Data File : VN@81796.D

Acqg On : 18 Apr 2024 18:42
Operator : JC\MD

Sample : P2121-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41524W.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 unknownl3.688 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.688 30.75 ug/l 863283 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dihydro-1,5,8-t... 172 C13H16 004506-36-9 46
2 Benzene, 2-(1,3-butadienyl)-1,3,... 172 C13H16 005732-00-3 41
3 2-Hexenal, 2-ethyl- 126 C8H140 000645-62-5 38
4 Naphthalene, 1,2-dihydro-1,1,6-t... 172 C13H16 030364-38-6 35
5 Naphthalene, 1,2-dihydro-1,4,6-t... 172 C13H16 055682-80-9 27
Abundance Scan 1995 (13.688 min): VN081796.D\data.ms (-1991) (- | m/z 55.00 100.00%
55.0
97.0
157.1
5000 126.1
—— —
5 186.3 13.50 14.00
0! m/z 97.00 67.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #47491: Naphthalene, 1,2-dihydro-1,5,8-trimethyl-
157.0
5000 —— —
13.50 14.00
m/z 41.00 59.64%
15.0 39.0 77.0 1150 J
OH\‘\‘\h‘\\“w\“1‘\“”‘\“\“““\\“\\"\\\‘\‘\ﬂwtg’\ai\‘\U‘h‘m‘u“‘m‘um‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #47494: Benzene, 2-(1,3-butadienyl)-1,3,5-trimethyl-
157.0
== —
13.50 14.00
5000 m/z 157.10 56.43%
128.0
(i
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12991: 2-Hexenal, 2-ethyl- T —
55.0 13.50 14.00
m/z 126.10 40.61%
27.0 97.0
5000 126.0 W
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN041824\
Data File : VN@81796.D

Acqg On : 18 Apr 2024 18:42
Operator : JC\MD

Sample : P2121-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41524W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 8 Naphthalene, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.017  28.75 ug/l 807230 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
Abundance Scan 2051 (14.017 min): VN081796.D\data.ms (-2044) (- | m/z 156.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN041824\
Data File : VN@81796.D

Acqg On : 18 Apr 2024 18:42
Operator : JC\MD

Sample : P2121-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41524W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 Naphthalene, 1,2-dihydro-1,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.223  21.15 ug/1 593658 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dihydro-1,4,6-t... 172 C13H16 055682-80-9 93
2 Naphthalene, 1,4-dihydro-2,5,8-t... 172 C13H16 030316-19-9 93
3 Naphthalene, 1,2-dihydro-1,5,8-t... 172 C13H16 004506-36-9 91
4 Naphthalene, 1,2-dihydro-2,5,8-t... 172 C13H16 030316-23-5 90
5 Naphthalene, 1,2-dihydro-3,6,8-t... 172 C13H16 053156-06-2 83

Abundance Scan 2256 (15.223 min): VN081796.D\data.ms (-2247) (- | m/z 157.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN041824\
Data File : VN@81796.D

Acqg On : 18 Apr 2024 18:42
Operator : JC\MD

Sample : P2121-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41524W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 10 Naphthalene, 1,2-dihydro-2,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.394  12.23 ug/1 343384 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dihydro-2,5,8-t... 172 C13H16 030316-23-5 86
2 Naphthalene, 1,4-dihydro-2,5,8-t... 172 C13H16 030316-19-9 70
3 Naphthalene, 1,2-dihydro-1,4,6-t... 172 C13H16 055682-80-9 64
4 Naphthalene, 1,2-dihydro-4,6,8-t... 172 C13H16 053156-12-0 58
5 Naphthalene, 1,2-dihydro-4,5,7-t... 172 C13H16 053156-11-9 53
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41824\
Data File : VN@81796.D

Acqg On : 18 Apr 2024 18:42
Operator : JC\MD

Sample : P2121-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41524W.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|
1,2,3-Trimethyl... 12.141 95.2 wug/l 2825500 3 11.865 1484580 50.0
Naphthalene, 1,... 13.059 33.6 ug/l 942268 4 13.794 1403680 50.0
(1-Methylpenta-... 13.223 29.7 wug/l 834426 4 13.794 1403680 50.0
4-Heptanone, 2,... 13.259 54.6 ug/l 1532810 4 13.794 1403680 50.0
Butanoic acid, ... 13.335 139.5 ug/l 3917160 4 13.794 1403680 50.0
2-Heptanone, 4,... 13.506 21.3 ug/l 598506 4 13.794 1403680 50.0
unknown13.688 13.688 30.8 ug/l 863283 4 13.794 1403680 50.0
Naphthalene, 2,... 14.017 28.8 ug/l 807230 4 13.794 1403680 50.0
Naphthalene, 1,... 15.223 21.1 ug/l 593658 4 13.794 1403680 50.0
Naphthalene, 1,... 15.394 12.2 ug/l 343384 4 13.794 1403680 50.0
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