LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101424\
Data File : VX043374.D

Acqg On : 14 Oct 2024 11:49

Operator : JC/MD

Sample : P4393-01 20X

Misc : 1.31g/1emL/100uL/5.00mL/MSVOA_X/MEOH

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\82X100124W.M

Title : SW846 8260

Signal : TIC: VX@43374.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.575 69 80 82 rBV7 4865 13254 2.83% 0.288%
2 2.941 296 304 323 rVB 6300 16482 3.52% 0.358%
3 4.611 568 578 594 rBB3 1168 4968 1.06% 0.108%
4 5.379 694 704 720 rBV3 54574 161318 34.47%  3.500%
5 5.544 721 731 746 rW 88328 251220 53.68% 5.450%

.952 789 798 816 rBV 62750 171644 36.67%  3.724%
.757 920 930 952 rBV 145990 353748 75.58% 7.674%
.647 1233 1240 1254 rBV 290796 468017 100.00% 10.153%
10.049 1465 1470 1487 rBV 278248 406861 86.93% 8.827%
10 11.079 1634 1639 1654 rBV 231326 309867 66.21% 6.722%

co o Un1

11 11.756 1746 1750 1759 rVB6 3762 7774  1.66% ©.169%
12 12.018 1788 1793 1804 rBV 281908 380491 81.30%  8.255%
13 12.311 1837 1841 1849 rVV6 8122 16599 3.55% ©.360%
14 12.555 1875 1881 1884 rBV4 3897 7818 1.67% ©.170%
15 12.658 1895 1898 1903 rBV5 2355 4742 1.01% ©.103%
16 12.725 1905 1909 1912 rVV5 4032 7051 1.51% ©.153%
17 12.756 1912 1914 1919 rw4 3706 5140 1.10% ©.112%
18 12.817 1919 1924 1931 rVB3 20252 30130  6.44% 0.654%
19 12.890 1932 1936 1938 rBV3 3697 6127 1.31% ©0.133%
20 12.920 1938 1941 1945 rVWV 8713 13074 2.79% 0.284%
21 12.981 1947 1951 1956 rVV5 14506 22364 4.78%  0.485%
22 13.042 1956 1961 1964 rVB6 7431 11126 2.38% 0.241%
23 13.292 1996 2002 2007 rVB4 25626 42038 8.98% 0.912%
24 13.341 2007 2010 2013 rBV3 3889 5275 1.13% ©0.114%
25 13.414 2015 2022 2025 rBV5 28761 59755 12.77%  1.296%
26 13.506 2033 2037 2042 rVB4 8684 15031 3.21% 0.326%
27 13.591 2047 2051 2054 rBV5 11027 17842 3.81% ©.387%
28 13.676 2061 2065 2067 rBV5 12579 17693 3.78% ©.384%
29 13.737 2072 2075 2077 rVV2 9916 12983 2.77%  0.282%
30 13.768 2077 2080 2082 rVv2 12533 16015 3.42% 0.347%
31 13.798 2082 2085 2089 rVvv3 23337 32405 6.92% ©0.703%
32 13.847 2089 2093 2100 rVV5 23870 47568 10.16% 1.032%
33 13.914 2100 2104 2109 rVVé 10740 22071 4.72% 0.479%
34 14.067 2125 2129 2132 rBV3 18396 24407 5.21% ©.530%
35 14.170 2143 2146 2150 rBV5 11169 14894 3.18% 0.323%
36 14.225 2150 2155 2160 rBV6 29045 57981 12.39% 1.258%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101424\
Data File : VX043374.D

Acqg On : 14 Oct 2024 11:49

Operator : JC/MD

Sample : P4393-01 20X

Misc : 1.31g/1emL/100uL/5.00mL/MSVOA_X/MEOH

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\82X100124W.M
Title : SW846 8260
37 14.481 2193 2197 2206 rBV7 27291 70791 15.13% 1.536%
38 14.554 2206 2209 2210 rBV3 11770 13715 2.93% 0.298%
39 14.615 2215 2219 2225 rBV 112618 159410 34.06% 3.458%
40 14.670 2225 2228 2232 rBv2 57247 72964 15.59% 1.583%
41 14.755 2239 2242 2245 rBv4 35164 40502 8.65% ©0.879%
42 14.792 2245 2248 2250 rVW4 23942 27273 5.83% 0.592%
43 14.823 2250 2253 2254 rVWV 25878 29359 6.27% 0.637%
44 14.847 2254 2257 2261 rVB2 64973 79634 17.02% 1.728%
45 15.182 2308 2312 2314 rBV4 66300 91313 19.51% 1.981%
46 15.213 2314 2317 2320 rVB2 57148 65866 14.07% 1.429%
47 15.249 2320 2323 2326 rBV 28146 33393 7.13% 0.724%
48 15.414 2347 2350 2355 rVB 76865 105309 22.50%  2.285%
49 15.493 2358 2363 2364 rBvV3 45511 74332 15.88% 1.613%
50 15.743 2401 2404 2412 rVB5 89464 136382 29.14% 2.959%
51 15.859 2418 2423 2429 rBV6 41002 99984 21.36% 2.169%
52 16.097 2457 2462 2467 rBvV3 98489 194024 41.46% 4.209%

53 16.280 2487 2492 2503 rVB4 77695 259407 55.43% 5.628%

Sum of corrected areas: 4609431
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: P4393-01 20X
: 1.31g/1emL/100uL/5.00mL/MSVOA_X/MEOH
: 7 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101424\

: VX043374.D
: 14 Oct 2024 11:49

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

250000

200000

150000

100000

50000

o

TIC: VX043374.D\data.ms

5.544

5.379 5.952

1575 2.941 4611

Time-->

VAN, ey
L R L L T L T L L L L L L L L L L L L L L L R BN 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

250000

200000

150000

100000

50000

TIC: VX043374.D\data.ms
8.647 10.049

11.079

6.757

0
Time-->

I

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

Abundance

250000

200000

150000

100000

50000

Time-->

TIC: VX043374.D\data.ms
12.018

15.743 16.097

15.414
14.615 1561303 5.859, || 16.280

1338414 | oo ais 914
12.8 > g': 2 'A ‘\i?“#‘v"
11.756 12.3111 sopemdpedfod2 15,34

‘ 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_X\Data\VX101424\
Data File : VX043374.D

Acqg On : 14 Oct 2024 11:49

Operator : JC/MD

Sample : P4393-01 20X

Misc : 1.31g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.615 20.95 ug/l 159410 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 168 C12H16 013065-87-1 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 81
4 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 64
5 Benzene, (3-methyl-1-methylenebu... 160 C12H16 038212-14-5 58
Abundance Scan 2219 (14.615 min): VX043374.D\data.ms (-2215) (- | m/z 118.05 100.00%
118.1
5000 160.2
571 910 o e~ P,
14.50 15.00
0 ol 3932 h/7 160,15 51.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 RIVIVEN AVYN
14.50 15.00
9L.0 m/z 145.05  44.66%
28.0 51.0
O' \\“‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
P e
160.0 14.50 15.00
5000 ITI/Z 117.05 39.96%
39.0 91.0
63.0
0! O N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36297: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- = ——
118.0 14.50 15.00
m/z 105.10 28.86%
5000 160.0
39.0 650 91.0
Y Vit O YN P O A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101424\
Data File : VX043374.D

Acqg On : 14 Oct 2024 11:49

Operator : JC/MD

Sample : P4393-01 20X

Misc : 1.31g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.670 9.59 ug/l 72964  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 81
2 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 76
3 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 74
4 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 72
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 68
Abundance Scan 2228 (14.670 min): VX043374.D\data.ms (-2225) (- m/z 145.05 100.00%
145.1
5000 911 1171
e ——
411 65 | 1732 1962 14.50 15.00
0 Ll (17321962 0 166,16 46.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36252: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
5000 2 T
14.50 15.00

m/z 117.10  40.06%

91.0 117.0
0150 390 640 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36306: Benzene, 1-(1-methylethenyl)-2-(1-methylethyl)-
145.0

— —
14.50 15.00

5000 m/z 91.10  37.20%

910 117.0
TN
o‘wH‘wwmmJ_wu‘mHmuw‘w_”w
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- —— ——
145.0 14.50 15.00

m/z 104.10  35.30%

5000
117.0
91.0
41.0 650 ‘ ‘
0150\\ H Il ‘ ‘\H \M\ ‘ I L — L -

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101424\
Data File : VX043374.D

Acqg On : 14 Oct 2024 11:49

Operator : JC/MD

Sample : P4393-01 20X

Misc : 1.31g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 unknownl4.847 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.847 10.46 ug/l 79634  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 78
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 47
3 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 46
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 46
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 42

Abundance Scan 2257 (14.847 min): VX043374.D\data.ms (-2254) (- m/z 118.10 100.00%

118.1
145.1
5000
e P
14.50 15.00
01 m/z 145.05 78.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 A S
14.50 15.00
91.0 m/z 105.10  63.20%
28.0 51.0
O' \\“‘\‘\\\"\\\\’\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36236: Benzene, 1-(2- butenyl) -2,3-dimethyl-
45.0
— —r
14.50 15.00
5000 m/z 160.20  59.48%
105.0
390 77.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36306: Benzene, 1-(1-methylethenyl)-2-(1-methylethyl)- M 7 s
145.0 14.50 15.00
m/z 55.10 54.94%
5000 W/W\/\
910 117.0
510 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101424\
Data File : VX043374.D

Acqg On : 14 Oct 2024 11:49

Operator : JC/MD

Sample : P4393-01 20X

Misc : 1.31g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 7
R.T. EstConc Area Relative to ISTD R.T.
15.182 12.00 ug/l 91313 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 93
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 91
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 90

Abundance Scan 2312 (15.182 min): VX043374.D\data.ms (-2308) (- m/z 145.05 100.00%

145.1
5000
—

115.1
551 910 | | ares 15.00 15.50
0’ ol L2023 ) 166,20 38.59%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
5000 SRS -
15.00 15.50

m/z 132.05  22.95%

15.0
\\\‘\\\\‘\\\\6‘5\\0\\‘\9\]-\\()“\‘\\‘\“\M\\‘\‘\\\‘!‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36302: Naphthalene, 1,2,3,4-tetrahydro-6,7-dimethyl-
145.0
—

15.00 15.50
5000 m/z 115.10  19.64%

117.0
91.0
39.0
01250, 20 o0 d b
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #36290: Naphthalene, 1,2,3,4-tetrahydro-5,6-dimethyl- — ——
145.0 15.00 15.50

m/z 128.05 17.26%

117.0
91.0
150 390 650 T

O et b Al il ey e —

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101424\
Data File : VX043374.D

Acqg On : 14 Oct 2024 11:49

Operator : JC/MD

Sample : P4393-01 20X

Misc : 1.31g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.414  13.84 ug/l 105309 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 93
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 47
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 30
4 9-Phenanthrenamine 193 C14H11N 000947-73-9 18
5 N-(4-Fluorophenyl)piperidin-4-amine 194 C11H15FN2 038043-08-2 15
Abundance Scan 2350 (15.414 min): VX043374.D\data.ms (-2347) (- m/z 193.30 100.00%
193.3
41.1 69.1
5000
o
15.50
0. 2224 v/z 4110 71.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 —
15.50
m/z 69.10 66.38%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
P
15.50
5000 55.0 m/z 83.10 52.25%
109.0
81.0
29.0 ‘ ‘ ‘
137.0
A N A E = R PY:
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone ——
193.0 15.50
m/z 55.10 50.40%
123.0
5000
150.0
95.0 ‘
odr0 % e00 | Lo _—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101424\
Data File : VX043374.D

Acqg On : 14 Oct 2024 11:49

Operator : JC/MD

Sample : P4393-01 20X

Misc : 1.31g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 unknownl5.493 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.493 9.77 ug/l 74332  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 38
2 Benzene, 1-(1-buten-3-yl)-2-vinyl- 158 C12H14 1000162-74-4 25
3 Diethylvinyl(ethylthio)silane 174 C8H18SSi 078859-24-2 25
4 Isoquinoline, 2-oxide 145 C9H7NO 001532-72-5 22
5 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 18
Abundance Scan 2363 (15493 min): VX043374.D\data.ms (-2358) (- m/z 57.10 100.00%
57.1 145.2
118.1
193.3
5000 91.1
——
1711 15.50
0° m/z 71.10 93.65%
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
5000 1
15.50
115.0 m/z 145.20 90.16%
15.0 390 40 910 ‘
0\\\\‘\”\\“‘\\‘\‘\‘m\‘\\‘”‘\\\\‘\\\\h’\ \“‘1‘\\\“\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34737: Benzene, 1-(1-buten-3-yl)-2-vinyl-
128.0
——
15.50
5000 m/z 41.10 87.44%
27.0 51.0 91.0 H ‘ 158.0 MM
N S T N Y R B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49605: Diethylvinyl(ethylthio)silane 7
119.0 145.0 15.50
91.0 m/z 43.10 86.32%
5000
63.0
174.0
0 uuH‘“‘mw“,w_m —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50

82X100124W.M Tue Oct 15 13:01:41 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101424\
Data File : VX043374.D

Acqg On : 14 Oct 2024 11:49

Operator : JC/MD

Sample : P4393-01 20X

Misc : 1.31g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 unknownl5.743 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.743  17.92 ug/1 136382 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 91
2 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-79-1 43
3 Silane, chlorodiethylhexyloxy- 222 CleH23Cl0si 1000363-74-4 35
4 Oxiranecarboxaldehyde, 3-methyl-... 168 C10H1602 016996-12-6 22
5 7-Ethyl-2-undecen-6-one 196 C13H240 1000374-14-9 18

Abundance Scan 2404 (15.743 min): VX043374.D\data.ms (-2401) (-] ' m/z 193.30 100.00%
1938.3

69.1

5000

15.50 16.00
m/z 69.10 77.39%

224.2 281.:
0,

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

123.0
95.0 S S
550 1550 16.00
m/z 81.10 63.27%
\‘M‘\J w ‘ 65%0 ‘ |

’\\H‘HH“\H‘HH‘HH“\H\‘H}\‘\H\“HM‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #100849: Silane, chlorodiethyl(2-methylpent-3-yloxy)-
198.0

5000

o

109.0
P e
15.50 16.00
5000 m/z 95.10 60.39%
81.0
43.0 “ 1510
oww\\\zzzo
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #100843: Silane, chbrodmthWhexWoxy— —— ——
193. 15.50 16.00
109.0 m/z 41.10 58.19%
5000
810
41.0 ‘
N T S S
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101424\
Data File : VX043374.D

Acqg On : 14 Oct 2024 11:49

Operator : JC/MD

Sample : P4393-01 20X

Misc : 1.31g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 8 unknownl5.859 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.859 13.14 ug/1 99984  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,4,6,7-Tetramethyll1,2,3,4-tetra... 188 C14H20 1000113-61-3 30
2 1-Ethynyl-3,5-dimethyladamantane 188 C14H20 1000245-73-3 25
3 1,8-Naphthyridin-2-amine, 5,7-di... 173 C1OH11N3 039565-07-6 25
4 1H-Inden-1-one, 2,3-dihydro-3,3,... 188 C13H160 054789-22-9 22
5 Benzamide, 4-fluoro-N-(6-bromoqu... 344 C16H10BrFN20  327991-32-2 22

Abundance Scan 2423 (15.859 min): VX043374.D\data.ms (-2418) (- m/z 123.10 100.00%
128.1
173.2
5000 41.1 95.1
69.1 146.1
— ——
208.3 15.50 16.00
(o} m/z 173.20 77.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62983: 1,4,6,7-Tetramethyl1,2,3,4-tetrahydronaphthalen
173.0
146.0
5000 — —
15.50 16.00
m/z 41.10 44.86%
28.0 91.0 115.0 /
Ot ‘\U} \“‘\5\]‘.\;\ ‘WM\ T 1‘“‘ T \‘\ T “\‘\ \‘r”“\ \N““ T \‘\‘\ TT L EERRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62963: 1-Ethynyl-3,5-dimethyladamantane
1738.0
— ——
15.50 16.00
5000 117.0 m/z 95.10 43.00%
39.0 91.0
65.0 ‘145.0
0 ) A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48235: 1,8-Naphthyridin-2-amine, 5,7-dimethyl- — ——
173.0 15.50 16.00
m/z 55.10 37.16%
5000
146.0
39.0 77‘-0 104.0 N M
O e R P P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101424\
Data File : VX043374.D

Acqg On : 14 Oct 2024 11:49

Operator : JC/MD

Sample : P4393-01 20X

Misc : 1.31g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 Butylated Hydroxytoluene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

16.097  25.50 ug/l 194024  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 86
2 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 64
3 Propanoic acid, 2-methyl-3-[4-t-... 220 C14H2002 1000131-87-0 47
4 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 46
5 Phenol, 2,4,6-tris(1- methylethyl)- 220 C15H240 002934-07-8 46

Abundance Scan 2462 (16.097 min): VX043374.D\data.ms (-2457) (-] | m/z 205.20 100.00%

205.2
5000
57.1 1431

91.1 = —
|

177 16.00 16.50
0 bt 28 sz 57.10 24.23%

m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #99218: Butylated Hydroxytoluene
205.0

5000 e :
16.00 16.50
57.0 m/z 143.05 23.91%
‘ 1050 1450 4770 ‘ ‘
O\\“H\‘\‘\‘H\M“\\‘\‘\‘\‘\\‘N“\W\‘\‘M\‘H\‘\\H“H‘\\‘\H\“\H\‘\\H‘H\\‘\\
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance #98722: Ethyl 4-0x0-2-phenylpentanoate
205.0
P e
16.00 16.50
5000 ITI/Z 220.20 22.85%
56.0
1050 14501770 | ‘
o | PP Ul S A
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance #98996: Propanoic acid, 2-methyl-3-[4-t-butyl]phenyl- e —
205.0 16.00 16.50

m/z 128.05 19.99%

131.0

40 90 Tisgo
SNSRI BRSHR AP N AR A E—— — :
m/z--> 40 60 80 100120140160 180200220 240 260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101424\
Data File : VX043374.D

Acqg On : 14 Oct 2024 11:49

Operator : JC/MD

Sample : P4393-01 20X

Misc : 1.31g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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 cis-Calamenene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.280 34.09 ug/l 259407 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 76
2 cis-Calamenene 202 C15H22 072937-55-4 76
3 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-55-0 76
4 trans-Calamenene 202 C15H22 073209-42-4 76
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 76
Abundance Scan 2492 (16.280 min): VX043374.D\data.ms (-2487) (- m/z 159.20 100.00%
159.2
128.1 —— ——
390 691 971 T ‘ ‘188.2 2162 16.00 16.50
O‘H“H‘W‘H‘_“W‘H‘W‘AWMM“‘mMH‘w_jupu‘§@“ m/z 173.15 25.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49171: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethyl-
159.0
5000 — ——
16.00 16.50
m/z 128.05 16.50%
28.0 128.0
O\\\\‘\\\\‘\\\\6‘5\\91‘\9%19’\\\“WH‘\‘U“\\‘ml\\\1\\\“\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78023: cis-Calamenene
159.0
—— —
16.00 16.50
5000 m/z 160.15 15.06%
129.0 202.0
105.0
-t 7 N R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49169: Naphthalene, 1,2,3,4-tetrahydro-1,5,7-trimethyl- —— ——
159.0 16.00 16.50
m/z 129.05 12.40%
o M/MW
150 390 oo 010 1320 |
0! Pt e —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101424\
Data File : VX043374.D

Acqg On : 14 Oct 2024 11:49

Operator : JC/MD

Sample : P4393-01 20X

Misc : 1.31g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.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|
Naphthalene, 1,... 14.615 20.9 wug/l 159410 4 12.024 380491 50.0
1H-Indene, 2,3-... 14.670 9.6 ug/l 72964 4 12.024 380491 50.0
unknown14.847 14.847 10.5 ug/1 79634 4 12.024 380491 50.0
Naphthalene, 1,... 15.182 12.0 ug/l1 91313 4 12.024 380491 50.0
Decahydro-1,1,4... 15.414 13.8 wug/l 105309 4 12.024 380491 50.0
unknown15.493 15.493 9.8 wug/l 74332 4 12.024 380491 50.0
unknown15.743 15.743 17.9 wug/l 136382 4 12.024 380491 50.0
unknown15.859 15.859 13.1 ug/1 99984 4 12.024 380491 50.0
Butylated Hydro... 16.097 25.5 wug/l 194024 4 12.024 380491 50.0
cis-Calamenene 16.280 34.1 ug/l 259407 4 12.024 380491 50.0
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