LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046457.D

Acqg On : 02 Jun 2025 20:39

Operator : JC/MD

Sample : Q2155-01

Misc : 2.50g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 27 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\82X050525W.M

Title : SW846 8260

Signal : TIC: VX@46457.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.264 26 29 32 rBv 7466 7675 1.74% 0.169%
2 1.563 68 78 80 rBVe6 5666 14305 3.25% 0.314%
3 1.630 80 89 90 rBv4 4210 10698 2.43% 0.235%
4 2.416 212 218 228 rBV 2551 6746  1.53% 0.148%
5 3.416 375 382 392 rvB3 2882 6673 1.51% 0.147%
6 5.385 695 705 720 rBV 48104 143319 32.53% 3.147%
7 5.544 720 731 746 rVB 75846 216293 49.09% 4.749%
8 5.952 788 798 815 rBV 57705 154489 35.06%  3.392%
9 6.385 860 869 872 rBV4 1648 4713 1.07% 0.103%
10 6.757 920 930 945 rBvV 129222 320627 72.77% 7.040%
11  8.647 1233 1240 1251 rBV 276134 440594 100.00% 9.675%
12 9.543 1382 1387 1397 rBV4 1988 4416 1.00% 0.097%
13 10.055 1465 1471 1493 rVB 271224 393103 89.22% 8.632%
14 10.866 1598 1604 1614 rBV3 2832 5286 1.20% 0.116%
15 11.079 1634 1639 1648 rBV 226704 297821 67.60% 6.540%
16 11.482 1701 1705 1715 rVB5 3314 8364 1.90% 0.184%
17 11.969 1781 1785 1789 rVV2 18177 23340 5.30% 0.513%
18 12.018 1789 1793 1805 rVB 278044 369594 83.89% 8.116%
19 12.811 1919 1923 1927 rBVS5S 4489 6732 1.53% 0.148%
20 12.859 1927 1931 1935 rWV5 3416 5386 1.22% 0.118%
21 12.920 1937 1941 1945 rVWV7 2439 4446 1.01% 0.098%
22 12.981 1945 1951 1954 rVVé 3248 6457 1.47% 0.142%
23 13.036 1956 1960 1964 rVB7 2607 4886 1.11% 0.107%
24 13.164 1975 1981 1985 rBV9 3257 6943 1.58% 0.152%
25 13.292 1998 2002 2006 rVB4 12411 17950 4.07% 0.394%
26 13.414 2016 2022 2033 rBv4 13190 42328 9.61% 0.929%
27 13.499 2033 2036 2040 rBV5 4518 7413 1.68% 0.163%
28 13.585 2046 2050 2054 rBV6 8922 16423 3.73% 0.361%
29 13.670 2061 2064 2069 rBV6 6958 14579 3.31% 0.320%
30 13.749 2071 2077 2082 rBV6 8180 20252 4.60% 0.445%
31 13.798 2082 2085 2088 rBV6 11857 14370 3.26% 0.316%
32 13.847 2089 2093 2099 rVB6 20002 34044 7.73% 0.748%
33 13.926 2099 2106 2111 rBV7 18759 46687 10.60% 1.025%
34 14.005 2117 2119 2121 rBV3 7212 8343 1.89% 0.183%
35 14.066 2126 2129 2132 rVB5 13186 17184 3.90% 0.377%
36 14.164 2142 2145 2148 rBV4 13685 19440 4.41% 0.427%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046457.D

Acqg On : 02 Jun 2025 20:39

Operator : JC/MD

Sample : Q2155-01

Misc : 2.50g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 27 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\82X050525W.M
Title : SW846 8260
37 14.225 2149 2155 2160 rVW4 55363 107992 24.51% 2.371%
38 14.323 2168 2171 2174 rBV4 13824 21707 4.93% 0.477%
39 14.481 2193 2197 2204 rBv4 66014 125164 28.41% 2.748%
40 14.548 2205 2208 2210 rBV3 24291 30995 7.03% 0.681%
41 14.615 2215 2219 2225 rBV 135271 218464 49.58%  4.797%
42 14.670 2225 2228 2232 rVB2 94144 109483 24.85% 2.404%
43 14.755 2239 2242 2244 rBvV4 44111 48249 10.95% 1.059%
44 14.786 2244 2247 2250 rVWW4 32702 44618 10.13% ©0.980%
45 14.847 2254 2257 2261 rVB2 73255 92624 21.02% 2.034%
46 15.036 2284 2288 2293 rBVS5 78011 129499 29.39% 2.844%
47 15.091 2293 2297 2301 rBV5 42728 87305 19.82% 1.917%
48 15.182 2307 2312 2314 rBV2 78503 122573 27.82%  2.691%
49 15.377 2340 2344 2347 rBV2 117105 164248 37.28% 3.607%
50 15.414 2347 2350 2354 rVV 97149 124562 28.27% 2.735%
51 15.487 2358 2362 2367 rBV5 45190 111208 25.24%  2.442%
52 15.737 2400 2403 2407 rBvV3 56969 86889 19.72% 1.908%
53 15.780 2407 2410 2414 rVB2 59296 76287 17.31% 1.675%
54 16.084 2456 2460 2466 rBV3 70906 130316 29.58% 2.862%

Sum of corrected areas: 4554102
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046457.D

Acqg On : 02 Jun 2025 20:39

Operator : JC/MD

Sample : Q2155-01

Misc : 2.50g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1
Quant Title

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

Abundance TIC: VX046457.D\data.ms

250000
200000
150000

100000
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Abundance TIC: VX046457.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046457.D

Acqg On : 02 Jun 2025 20:39

Operator : JC/MD

Sample : Q2155-01

Misc : 2.50g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 1 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.225 14.61 ug/l 107992 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
3 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 53
4 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 52
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 52

Abundance Scan 2155 (14.225 min): VX046457.D\data.ms (-2149) (- m/z 131.00 100.00%

131.0
5000

T ‘ T T ‘ T
39.0 7.0 , 14.00 14.50
O u‘i“ i “M‘M | m/z 117.95 85.22%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

5000 T T T
105.0 14.00 14.50

‘ m/z 146.00 64.20%
| \‘H

39.0 77.0
HH‘HHM ‘\‘;\‘ “m‘\“‘n‘”\”“” ‘\‘H\JHWHH‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
TS

T ‘ T T T ‘ T
14.00 14.50
5000 m/z 117.00 39.12%

0- ‘\‘“1\“\“\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24957: 1H-Inden-1-one, 2,3-dihydro-3-methyl-

T ‘ T T ‘ T
131.0 14.00 14.50

m/z 115.00  38.65%

5000
51.0 770 103.0
27.0
1 H\‘

0! el e e —
miz--> 20 40 60 80 100 120 140 160 180 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046457.D

Acqg On : 02 Jun 2025 20:39

Operator : JC/MD

Sample : Q2155-01

Misc : 2.50g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 2 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.481 16.93 ug/l 125164 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 70
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 70
3 1H-Indazole, 5,7-dimethyl- 146 CSH10N2 043067-41-0 68
4 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 64
5 2-Propyn-1-0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 58

Abundance Scan 2197 (14.481 min): VX046457.D\data.ms (-2193) (- m/z 131.00 100.00%

131.0
5000
91.0
T ‘ T

39.0 69.0 160.1 193.2 14.50
0 oy L “l‘h et m/z 146.05 54.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 /\\\ T T T T
39.0 91.0 14.50
15.0 63.0 m/Z 118.00 54.30%
0! _u‘m“m _““Mu“uwuH_m_
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

T ‘ T
14.50

5000 m/z 145.05  48.66%

0 ‘\‘“1\“\M\H‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25693: 1H-Indazole, 5,7-dimethyl-

T ‘ T
146.0 14.50

m/z 115.00 36.00%

5000
300 650 910 119.0 ‘
bl h‘ |

0‘H‘m“mHWM“_‘m“1HM‘mwm“m‘mw T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046457.D

Acqg On : 02 Jun 2025 20:39

Operator : JC/MD

Sample : Q2155-01

Misc : 2.50g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 3 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.615 29.55 ug/l 218464 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 83
4 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 58
5 Benzene, (3-methyl-1-methylenebu... 160 C12H16 038212-14-5 58

Abundance Scan 2219 (14.615 min): VX046457.D\data.ms (-2215) (- m/z 118.10 100.00%

118.1
160.1
5000
T

570 910 ‘
) 1450  15.00
‘H“H‘WLwM‘WN$Wwawa el AOL3 /7 160,10 58.11%

0
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
160.0
5000 M L
14.50 15.00
390 91.0 m/z 145.00 49.01%
63.0
ol 0 | —
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 N W e
14.50 15.00
5000 m/Z 117.10 43.57%
91.0
28.0 510
0' \\“‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36297: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- — T
118.0 14.50 15.00
m/z 115.00 29.16%
5000 160.0
30 650 MO
L | L il I

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

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046457.D

Acqg On : 02 Jun 2025 20:39

Operator : JC/MD

Sample : Q2155-01

Misc : 2.50g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 4 Benzene, cyclohexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.670 14.81 ug/l 109483 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, cyclohexyl- 160 C12H16 000827-52-1 86
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 64
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 60
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 58
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 58

Abundance Scan 2228 (14.670 min): VX046457. D\data ms (-2225) (- m/z 145.05 100.00%

145.
117.1
5000 91.0

‘ T T ‘ T
411 14.50 15.00
NN

178.2
e el Ly ) 1782 21010 97 65 6e.41%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36216: Benzene, cyclohexyl-
104.0
160.0

5000 T T
14.50 15.00

m/z 104.00  58.55%

39.0 78.0
131.0
250} | s LA )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36299: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl-
145.0

o

o

14.50 15.00
5000 m/z 160.10 51.71%
39.0 g50 91.0 1150
OH\‘\u\“‘\\‘Hﬂ‘\H’H‘\\‘\‘H‘\h‘\!HH‘\‘H\“HH‘HH‘HH‘ ‘NWJ/\/\MJ
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36290: Naphthalene, 1,2,3,4-tetrahydro-5,6-dimethyl- A o
145.0 14.50 15.00

m/z 91.05 43.20%

o MN\,/\MJ\/W
117.0
91.0
150 390 65.0 Il u |

o= P RO R | N1

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\VX060225\
Data File : VX046457.D

Acqg On : 02 Jun 2025 20:39

Operator : JC/MD

Sample : Q2155-01

Misc : 2.50g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 5 Naphthalene, 2-ethyl-1,2,3,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.036 17.52 ug/1l 129499 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16 032367-54-7 50
2 1H-Indene, 2,3-dihydro-1,1,5,6-t... 174 C13H18 000942-43-8 46
3 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 46
4 4-Phenylcyclohexanone 174 C12H140 004894-75-1 46
5 1-tert-Butyl-2-(prop-2-en-1-yl)b... 174 C13H18 1000486-84-0 45

Abundance Scan 2288 (15.036 min): VX046457.D\data.ms (-2284) (- m/z 131.05 100.00%

91.0 131.1
159.1

5000

41.1
‘ 65.0 ‘
\‘u‘ \‘ ‘\M\ I

2

15.00
191.2
‘_‘H_‘:““““1““‘”\_‘w“ w“u‘m“‘“H‘J‘Mw“m‘ m/z 91.60 98.65%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36261: Naphthalene, 2-ethyl-1,2,3,4-tetrahydro-
104.0
131.0

160.0
5000

o

T \
15.00

m/z 104.00  97.69%

210 510 770 ‘ H
"“}‘H“\"\‘\‘\“\}\w‘\“;”\“H“\“H!\“ “‘\H“‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #49159: 1H-Indene, 2,3-dihydro-1,1,5,6-tetramethyl-
159.0

5000 m/z 159.10  80.28%

128.0
51.0 91.0
O\‘\\\\“\\‘\‘\“\‘\‘\\‘h‘\\“\\‘H\‘\\U“\ \\\h“\\\‘\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

#49175: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethyl- — I
159.0 15.00

m/z 174.15 77 .54%

5000
51.0 91.0 12?0 L
0 L bl il

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

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046457.D

Acqg On : 02 Jun 2025 20:39

Operator : JC/MD

Sample : Q2155-01

Misc : 2.50g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.182 16.58 ug/1l 122573 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 83
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 76
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 76
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 74

Abundance Scan 2312 (15.182 min): VX046457.D\data.ms (-2307) (- m/z 145.05 100.00%

145.1
5000
91

115-0 T ‘ T T ‘ T
55.1

15.00 15.50
176.2
N M b5, 2980 /7 166,10 39.46%

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 T T
15.00 15.50

m/z 132.05  23.83%

117.0
91.0
ol150.390, 680 PO WM
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

T
15.00 15.50
5000 m/z 115.00 21.51%

39.0 115.0
150 7] a0 510 | M |
u | H Il | | I
TTT \ ‘ L ‘ TTTT ‘ TTT \ ’ L ‘ T ‘ T T ‘ TTTT TTTT ‘ LI ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- —— T
145.0 15.00 15.50

m/z 128.00  18.53%

5000
105.0
39.0 77.0
[

0HHWH“mh“w‘m“‘,u‘w“H“‘MUW“HH‘HHWHWH — —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

o

82X050525W.M Tue Jun 03 15:52:48 2025 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046457.D

Acqg On : 02 Jun 2025 20:39

Operator : JC/MD

Sample : Q2155-01

Misc : 2.50g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 7 Benzene, 1l-cyclohexyl-3-met... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.377  22.22 ug/1 164248 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 87
2 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 46
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 46
4 1-Methyl-2-cyclohexylbenzene 174 C13H18 004501-35-3 38
5 Spiro(cyclohexane-1,2'-(1,3-dith... 174 C8H14S2 000177-16-2 38
Abundance Scan 2344 (15.377 min): VX046457.D\data.ms (-2340) (- m/z 118.10 100.00%
118.1
174.2
91.0
5000
145.1 \ T \
41.1 ‘ ‘
H 65"0 ‘ n ‘ | 2022 15.00 15.50
) SR el w“m ., p‘: TN L BT el m/z 131.85  95.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49139: Benzene, 1-cyclohexyl-3-methyl-
131.0 174.0
105.0
5000 ! T T
15.00 15.50
390 444 m/z 174.15  74.92%
0 ‘1‘5\'?”‘1“ i p‘:‘m“\w w“ S N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49140: (1,4-Dimethylpent-2-enyl)benzene
131.0
‘ T T ‘ T
105.0 15.00 15.50
5000 m/z 105.05 65.56%
174.0
41.0 77.0
0 \\\‘\‘\‘\\“M\ \‘\H\“\‘\“\ \‘H“HM“‘HH \‘HMH“\H‘\‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- — —
131.0 15.00 15.50
m/z 91.00 55.40%
5000
39.0 77.0
0 ‘H“‘HMENMWW‘WM‘Jl‘NM‘ wwy“_““u“‘u“ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046457.D

Acqg On : 02 Jun 2025 20:39

Operator : JC/MD

Sample : Q2155-01

Misc : 2.50g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 8 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.414 16.85 ug/l 124562 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 90
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 47
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
5 Acridine, 9-methyl- 193 C14H11N 000611-64-3 35

Abundance Scan 2350 (15.414 min): VX046457.D\data.ms (-2347) (- m/z 193.20 100.00%
193.2

41.1 691

5000

T ‘ T
15.50
m/z 69.10 72.52%

ol 222.4

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 T
15.50
m/z 41.18  66.44%
‘ ‘ 151.0
i \‘ \‘ ‘ ‘ ‘ ‘
SRS N W T S S N

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.0

o

69.0 123.0

T ‘ T
41.0 15.50
5000 95.0 m/z 83.05 57.52%

\‘ \\‘ \‘ H H‘\ u“ | ‘1520

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- —
193.0 15.50

m/z 55.00 56.76%

O

5000 55.0
109.0

81.0
=) L
m\ T M‘ 117 163.0 222.0

T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50

‘1370
[ 1L

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046457.D

Acqg On : 02 Jun 2025 20:39

Operator : JC/MD

Sample : Q2155-01

Misc : 2.50g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 9 unknownl5.487 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.487 15.04 ug/l 111208 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 27
2 4-(1H-Imidazol-4-yl)pyridine 145 C8H7N3 051746-87-3 25
3 2-Quinazolinamine 145 C8H7N3 001687-51-0 22
4 2-Ethyl-3-methyl-1H-pyrrolo[2,3-... 160 C10H12N2 1000436-85-1 14
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 14
Abundance Scan 2362 (15.487 min): VX046457.D\data.ms (-2358) (- | m/z 145.05 100.00%
145.1
41.1
5000
T ‘ T
15.50
0 m/z 41.10 74.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 1
15.50
115.0 m/z 43.10 72.42%
39.0 65.0 91-0‘ ‘
0150 A o HNW‘J‘H‘_‘H‘H‘W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24841: 4-(1H-Imidazol-4-yl)pyridine
145.0
T ‘ T
15.50
5000 m/z 57.10 63.46%
118.0
63.0 91.0
O\\\‘\\\4\%'\0\‘\\“‘1‘\}\“\\“‘\\‘\‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24815: 2-Quinazolinamine —
145.0 15.50
m/z 193.20 51.51%
5000
118.0
91.0
ol 20200 AAS
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046457.D

Acqg On : 02 Jun 2025 20:39

Operator : JC/MD

Sample : Q2155-01

Misc : 2.50g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1
Quant Title

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

3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k >k 3k 3k 3k >k 3k 3k >k 3k 3k 3k 3k 3k 3k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k 3k 5k >k 3k 3k >k 3k 3k >k 3k 3k 3k >k %k 3k %k %k 3k >k %k %k k%

Peak Number 10 1,1'-Biphenyl, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.084 17.63 ug/l 130316 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,1'-Biphenyl, 2-ethyl- 182 C14H14 001812-51-7 90
2 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 87
3 Diphenylmethane 168 C13H12 000101-81-5 78
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 78
5 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 60

Abundance Scan 2460 (16.084 min): VX046457.D\data.ms (-2456) (- m/z 168.05 100.00%
1

—

5000
‘ \
16.00
0- m/z 167.10 77 .72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57010: 1,1'-Biphenyl, 2-ethyl-
167.0
5000 =

16.00
m/z 91.00 50.13%

51.0 83.0
P10 00 msoamol |
0‘_"w‘JH‘VHWﬂﬂWw"ﬂ,ﬂ“_‘ﬁw“umu“_“w‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43642: 1,1'-Biphenyl, 2-methyl-
168.0
U \
16.00
5000 m/Z 117.05 46.57%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43624: Diphenylmethane T ‘
168.0 16.00
m/z 165.05 40.10%
T ‘ T

200 91.0
Y 65.0
0o oo |
(oMU N N A M P

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046457.D

Acqg On : 02 Jun 2025 20:39

Operator : JC/MD

Sample : Q2155-01

Misc : 2.50g/10mL/100uL/5.00emL/MSVOA_X/MEOH

ALS Vvial : 27 Sample Multiplier: 1
Quant Title

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,... 14.225 14.6 ug/l 107992 4 12.024 369594 50.0
Naphthalene, 1,... 14.481 16.9 ug/l 125164 4 12.024 369594 50.0
Naphthalene, 1,... 14.615 29.6 ug/l 218464 4 12.024 369594 50.0
Benzene, cycloh... 14.670 14.8 wug/l 109483 4 12.024 369594 50.0
Naphthalene, 2-... 15.036 17.5 ug/l 129499 4 12.024 369594 50.0
Naphthalene, 1,... 15.182 16.6 ug/l 122573 4 12.024 369594 50.0
Benzene, 1-cycl... 15.377 22.2 ug/l 164248 4 12.024 369594 50.0
Decahydro-1,1,4... 15.414 16.9 ug/l 124562 4 12.024 369594 50.0
unknown15.487 15.487 15.0 ug/l 111208 4 12.024 369594 50.0
1,1'-Biphenyl, ... 16.084 17.6 ug/l 130316 4 12.024 369594 50.0
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