LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040924\
Data File : VX040946.D

Acqg On : 09 Apr 2024 11:15

Operator : JC/MD

Sample : P1995-05

Misc : 1.97g/1emL/100uL/5.eemL/MSVOA_X/MEOH MOO-23-00113

ALS vial : 7 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 X\Method\82X040124W.M

Title : SW846 8260

Signal : TIC: VX040946.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.41e 210 217 250 rBV 283983 858965 3.77% 1.504%
2 8.647 1235 1240 1245 rBV 145736 232050 1.02% 0.406%
3  8.726 1245 1253 1265 rVB 8742389 13885398 60.87% 24.308%
4 10.195 1487 1494 1504 rBV 4713824 6392128 28.02% 11.190%
5 10.311 1505 1513 1518 rVV 14387083 22810470 100.00% 39.932%
6 10.646 1561 1568 1577 rBV 4389787 5785843 25.36% 10.129%
7 11.085 1634 1640 1650 rVB2 202939 374349 1.64% 0.655%
8 11.378 1684 1688 1694 rBV 134764 237245 1.04% 0.415%
9 11.476 1698 1704 1710 rVB2 329742 467659 2.05% 0.819%
10 11.756 1746 1749 1759 rVB 231468 345754 1.52% 0.605%
11 12.024 1789 1794 1799 rBV2 219172 321673 1.41% 0.563%
12 12.317 1837 1842 1848 rVB3 176392 337161 1.48% 0.590%
13 12.421 1848 1859 1863 rWV 278175 392888 1.72% 0.688%
14 13.292 1999 2002 2007 rVB3 225638 289254 1.27% 0.506%
15 13.420 2019 2023 2032 rVB2 188952 335524 1.47% ©.587%
16 13.853 2088 2094 2099 rVB4 131989 253098 1.11% 0.443%
17 13.926 2099 2106 2111 rBv4 123892 268994 1.18% 0.471%
18 14.225 2149 2155 2162 rVB2 302148 502643 2.20% ©.880%
19 14.481 2192 2197 2205 rBV4 203923 368236 1.61% 0.645%
20 14.615 2215 2219 2225 rBV2 336107 558669 2.45% 0.978%
21 14.670 2225 2228 2233 rVB2 162041 229548 1.01% 0.402%
22 15.182 2307 2312 2315 rBV 211754 325895 1.43% 0.571%

23 15.560 2368 2374 2379 rBV 1106662 1550390 6.80% 2.714%

Sum of corrected areas: 57123834
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: P1995-05
: 1.97g/10mL/100uL/5.00mL/MSVOA_X/MEOH MOO-23-00113
: 7 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040924\

: VX040946.D
: 09 Apr 2024 11:15

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040124W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0
Time-->

TIC: VX040946.D\data.ms

2.410

I
L AL LA L AL L L L L L L N A B

1.20 1.40 1.60 1.80 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

Abundance
1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: VX040946.D\data.ms
10.811

8.726

10.195 19646

0
Time-->

8.6 L 11.085 115747¢
: e

‘ — —T T — ‘ ‘
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance
1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

Time-->

TIC: VX040946.D\data.ms

15.560

11.750 12,024 1232721 12%020  1aeame 142251448k 15182 A

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_X\Data\VX040924\
Data File : VX040946.D

Acqg On : 09 Apr 2024 11:15

Operator JC/MD

Sample : P1995-05

Misc : 1.97g/16mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

MOO-23-00113

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040124W.M
. SW846 8260

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 Carbonic acid, prop-1l-en-2-... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.421 61.07 ug/l 392888 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 90

2 Undecane 156 C11H24 001120-21-4 76
3 Tridecane 184 C13H28 000629-50-5 72
4 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 64
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 64
Abundance Scan 1859 (12.421 min): VX040946.D\data.ms (-1848) (- m/z 57.10 100.00%
57.1
5000
85.2
—F
Ll 22 1563 o
O el el e e e e m/z 43.10 97.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
5000 1
85.0 12.50
29.0 m/z 41.10 60.01%
N H‘ | M0 1400 168.0 1960 241
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33081: Undecane
57.0
——
12.50
5000 m/z 71.10 50.48%
29.0 850
‘ H ‘ 113.0 156.0
0‘Juﬂ1Hq‘ﬂ‘ﬂuﬂwu‘_‘H_‘H_‘H‘HH‘HH‘H‘WH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 m
Abundance #59025: Tridecane o —
57.0 12.50
m/z 55.10 35.50%
5000
29.0 85.0
_‘H‘H‘W‘H‘_‘H‘H‘W‘H“H‘W‘H‘_‘H‘H‘W‘H‘_‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040924\
Data File : VX040946.D

Acqg On : 09 Apr 2024 11:15

Operator : JC/MD

Sample : P1995-05

Misc : 1.97g/10mL/100uL/5.00mL/MSVOA_X/MEOH MOO-23-00113

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040124W.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 1-Phenyl-1-butene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.292 44.96 ug/l 289254  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 96
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 91
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90
Abundance Scan 2002 (13.292 min): VX040946.D\data.ms (-1999) (- m/z 117.15 100.00%
11y.2
91.1 A e AN
51.1 69.1 ‘ | 148.2166.3 13.00 13.50
Y N YIS R A A m/z 119.20 50.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 AR Vil
910 13.00 13.50
L m/z 132.15  34.06%
51.0 ‘
0 \\\‘2\7‘\.‘(\)\“‘\\“1”\“??‘9{“‘\M\‘HU‘H ‘\‘”‘\‘\‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
e L LA
13.00 13.50
5000 m/z 115.10 31.85%
390 g59 910
m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- Vg — =
117.0 13.00 13.50
m/z 91.10 20.31%
5000
0 91.0
51.
ob 220, T rse | b W
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_X\Data\VX040924\
Data File : VX040946.D

Acqg On : 09 Apr 2024 11:15

Operator : JC/MD

Sample : P1995-05

Misc : 1.97g/10mL/100uL/5.00mL/MSVOA_X/MEOH MOO-23-00113

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040124W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.420  52.15 ug/l 335524 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91
2 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 43
3 2-Propenoic acid, 2-phenylethyl ... 176 C11H1202 003530-36-7 38
4 Benzenepropanoic acid, methyl ester 164 C10H1202 000103-25-3 38
5 3(2H)-Furanone, dihydro-2,2-dime... 190 C12H1402 063678-00-2 38
Abundance Scan 2023 (13.420 min): VX040946.D\data.ms (-2019) (- m/z 104.05 100.00%
104.1
5000 132.2
551 81 | 166.3 13.50
ol 3mt Ly b b bl P 132,00 42.64%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 T T /‘\/\/\\/\\ \/\‘\/
13.50
m/z 91.10 42.60%
270 0 0Ly
O \\\’\‘\\\‘\\‘“\“w\\\‘\\‘}\“ \\1‘\‘\‘\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #34717: Benzene, 3-cyclohexen-1-yl-
104.0
—T—
13.50
5000 m/z 115.10 16.45%
158.0
27.0 51.0 78"0 | 129.0
o RN MR ST ““i - AL A e T
m/z--> 20 40 60 80 100 120 140 160
Abundance #50706: 2-Propenoic acid, 2-phenylethyl ester —r—
104.0 13.50
m/z 78.10 13.69%
55.0
5000
77.0
ol 8l e b avilh
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040924\
Data File : VX040946.D

Acqg On : 09 Apr 2024 11:15

Operator : JC/MD

Sample : P1995-05

Misc : 1.97g/10mL/100uL/5.00mL/MSVOA_X/MEOH MOO-23-00113

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040124W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.853  39.34 ug/l 253098 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 81
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H100 000530-93-8 58
3 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10OH100 002461-34-9 58
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 47
5 2-Methylbenzyl cyanide 131 CSHOSN 022364-68-7 38
Abundance Scan 2094 (13.853 min): VX040946.D\data.ms (-2088) (- m/z 104.10 100.00%
104.1
5000 146.2
78.1 ‘ 13.50 14.00
39.1
0 ‘H““J“‘Mﬁﬂmuﬁh‘m“m“ 24k 0 1TT3 0 h/z 146.15  44.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
13.50 14.00
39.0 m/z 91.10 28.15%
15.0 ‘ 77.0 ‘
Ot \‘\ T \‘i‘\ \“‘\ \“1‘\ “‘U\ \‘\H‘ e ‘M\ T ml-‘zw .O\ ‘MM L L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24950: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0
146.0 - S
13.50 14.00
5000 m/z 131.15 24.27%
58.0 78.0
o 080 0 o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #24966: Naphth[1,2-bJoxirene, 1a,2,3,7b-tetrahydro-
104.0 13.50 14.00
m/z 115.10 21.67%
5000 146.0
39.0 78.0
0 “W‘mehﬁﬂ‘hw“ﬂ_‘ﬁ‘p R AR RS ARER SRR — —
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_X\Data\VX040924\
Data File : VX040946.D

Acqg On : 09 Apr 2024 11:15

Operator : JC/MD

Sample : P1995-05

Misc : 1.97g/10mL/100uL/5.00mL/MSVOA_X/MEOH MOO-23-00113

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040124W.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 Bicyclo[4.2.0]octa-1,3,5-tr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.926 41.81 ug/l 268994 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene,... 160 C12H16 078920-29-3 64
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 64
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 60
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 60
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 60

Abundance Scan 2106 (13.926 min): VX040946.D\data.ms (-2099) (- m/z 131.15 100.00%
2

131.
5000 91.1

39.1 630 ‘ 162'31802 14.00
o S RN Y 2 ' m/z 117.15  47.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36270: Bicyclo[4.2.0]octa-1,3,5-triene, 7-butyl-
131.0
104.0
5000 T

m/z 91.10 42.17%

39.0 77.0
‘ \‘\‘\ \“‘\ \“U\ “w} \w“‘ T \‘1 T ‘ T ‘ \‘\ T “\ T ‘ L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25053: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

o

14.00
5000 m/z 115.10 36.33%
105.0
270 510 77.0 ‘
O bbbl \““ e \ ‘HM\ Pee
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25013: Benzene, (2-methyl-1-butenyl)- —
131.0 14.00

m/z 146.20  35.73%

5000 91.0
65.0 J
00 %0 Lzl

m/z--> 20 40 60 80 100 120 140 160 180 14.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040924\
Data File : VX040946.D

Acqg On : 09 Apr 2024 11:15

Operator JC/MD

Sample : P1995-05

Misc : 1.97g/16mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040124W.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 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3

MOO-23-00113

R.T. EstConc Area Relative to ISTD R.T.
14.225 78.13 ug/1 502643 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 60
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 60

Abundance Scan 2155 (14.225 min): VX040946.D\data.ms (-2149) (- m/z 131.15 100.00%
131.2
5000
105.1,
e ~
39.1 7.1
‘ L ‘ ‘ “ 162 2182 4 14.00 14.50 .
Ot el m/z 118.15 69.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 o AN
14.00 14.50
m/z 146.20  54.97%
O' ‘\‘“r‘w\“rm‘mm‘m\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
14.00 14.50
5000 m/z 117.20 38.57%
39.0 91.0
15.0 63.0
0 R —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25010: Benzene, (3-methyl-2-butenyl)- T —
131.0 14.00 14.50
m/z 115.10  32.64%
91.0
5000
39.0
‘ 65.0
OHH‘“Um‘i“u“l““Mw;‘wlwm:‘[up“mw1“‘”‘””‘”‘ Aauk L
m/z--> 40 60 80 100 120 140 160 180 14.00 14.50

82X040124W.M Wed Apr 10 13:00:31 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040924\
Data File : VX040946.D

Acqg On : 09 Apr 2024 11:15

Operator : JC/MD

Sample : P1995-05

Misc : 1.97g/10mL/100uL/5.00mL/MSVOA_X/MEOH MOO-23-00113

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040124W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.481 57.24 ug/l 368236 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 81
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 62
Abundance Scan 2197 (14.481 min): VX040946.D\data.ms (-2192) (- | m/z 131.20 100.00%
131.2
5000
105.1
ey
39.1 77‘-0 ‘ ‘ ‘ 160.2 14.50
O el bbbl i b Ml Ml 21832 7 118,15 54.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 1
14.50
m/z 146.15 49.51%
0- \‘“!\“\M\H‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25055: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
14.50
5000 m/z 115.10 34.98%
105.0
0 ‘H“‘;‘““““1““‘““”“‘W‘m‘“l‘u R REREE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- —
131.0 14.50
m/z 117.20 31.45%
5000
3ST.O 63.0 91.0 ‘ ‘
0 ‘H“‘;"“w‘ih“U“m“‘“H‘um1““M“Nm‘mwuw‘ S
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040924\
Data File : VX040946.D

Acqg On : 09 Apr 2024 11:15

Operator : JC/MD

Sample : P1995-05

Misc : 1.97g/10mL/100uL/5.00mL/MSVOA_X/MEOH MOO-23-00113

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040124W.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 9 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.182 50.66 ug/l 325895 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 94
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 91
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 90
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 89

Abundance Scan 2312 (15.182 min): VX040946.D\data.ms (-2307) (- m/z 145.20 100.00%

145.2
5000

115.1 Y o

391 651 ‘ m 15.00 15.50
S el m_m‘\ Ll 46841902 s 160.20  39.63%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
145.0

5000 Ra s SAAL
15.00 15.50

m/z 132.15  23.46%

117.0
91.0
O\\]-\!:_)\‘0\\\3\9“‘\0\‘\\6“5}‘\0‘\\“\\‘\\‘\‘\\‘\H‘\‘M\‘H{‘\\i“‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145.0
—1

15.00 15.50
5000 m/z 115.10  20.37%

115.0
15.0 39.0 91.0 ‘
H\W\M\MHWWWHJWHH\N\HM\ \NM\W\H\‘H\W\\
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- — ——
145.0 15.00 15.50

m/z 128.05 16.85%

h MMM\J\M
g0 910 "% |

e L = —
miz--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040924\
Data File : VX040946.D

Acqg On : 09 Apr 2024 11:15

Operator : JC/MD

Sample : P1995-05

Misc : 1.97g/10mL/100uL/5.00mL/MSVOA_X/MEOH MOO-23-00113

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040124W.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.560 240.99 ug/l 1550390 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 98
2 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 90
3 3-(4-tert-Butylphenyl)propanoic ... 206 C13H1802 001208-64-6 83
4 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 81
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 76
Abundance Scan 2374 (15.560 min): VX040946.D\data.ms (-2368) (- m/z 191.25 100.00%
191.3
5000
5721 911 131.2 — T
) N
o‘“_“ﬂunmiwwHymw‘pwﬂMuhmpﬂu“u“_“w‘m‘ m/z 206.25  21.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 —
15.50
57.0 131.0 57.10  20.89%
‘ 91.0 ‘ 163.0 ‘
O \\\‘2\9\\9“\\\‘\‘\\\‘\"\\‘\\‘\M\ \‘M\M\ “\‘\\\“\\\\‘\\!\‘\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82738: 2,4-Di-tert-butylphenol
191.0
\
15 50
5000 131.20 19.68%
57.0
290, | 9101150 14501630 | |
R A B e e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82557: 3-(4-tert-Butylphenyl)propanoic acid
191.0 15 50
91.10 18.00%
5000 131.0
41. 91
oltso 2280, [ ol uisee ||
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_X\Data\VX040924\
Data File : VX040946.D

Acqg On : 09 Apr 2024 11:15

Operator : JC/MD

Sample : P1995-05

Misc : 1.97g/10mL/100ul/5.00emL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040124W.M
Quant Title : SW846 8260

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

Standard--- |
Resp Conc|

321673
321673
321673
321673
321673
321673
321673
321673

50.
50.
50.
50.
50.
50.
50.
50.

MOO-23-00113

| --Internal
TIC Top Hit name RT EstConc Units Response |# RT

Carbonic acid, ... 12.421 61.1 wug/l 392888 4 12.024
1-Phenyl-1-butene  13.292 45.0 ug/l 289254 4 12.024
Naphthalene, 1,... 13.420 52.1 wug/l 335524 4 12.024
Naphthalene, 1,... 13.853 39.3 wug/l 253098 4 12.024
Bicyclo[4.2.0]o... 13.926 41.8 ug/l 268994 4 12.024
Naphthalene, 1,... 14.225 78.1 ug/l 502643 4 12.024
Naphthalene, 1,... 14.481 57.2 ug/l 368236 4 12.024
Naphthalene, 1,... 15.182 50.7 wug/l 325895 4 12.024
Phenol, 2,6-bis... 15.560 241.0 wug/l 1550390 4 12.024
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