LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046449.D

Acqg On : 02 Jun 2025 17:09

Operator : JC/MD

Sample : Q2155-02

Misc : 3.40g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 18 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: VX046449.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 34 rBV 7824 6724 1.59% 0.127%
2 1.636 70 90 92 rBVe6 9172 40904 9.68% 0.775%
3 2.428 213 220 228 rBvV2 1940 5370 1.27% 0.102%
4 3.416 375 382 389 rvB4 2146 5061 1.20% 0.096%
5 5.385 695 705 721 rBV 47644 138750 32.84% 2.630%
6 5.544 721 731 748 rW 69698 199694 47.26% 3.785%
7 5.952 789 798 816 rBV 54784 150745 35.67% 2.858%
8 6.757 920 930 949 rBV 124171 304195 71.99% 5.766%
9 8.647 1233 1240 1253 rBV 270156 422558 100.00% 8.010%
10 10.049 1465 1470 1483 rBV 262036 382140 90.43% 7.244%
11 11.079 1634 1639 1648 rBV 208700 286814 67.88% 5.437%
12 11.481 1701 1705 1714 rVB5 2823 5523 1.31% 0.105%
13 11.969 1781 1785 1789 rBV6 5304 7246 1.71% 0.137%
14 12.024 1789 1794 1803 rVV 269841 347702 82.29% 6.591%
15 12.426 1854 1860 1862 rBV6 2966 4393 1.04% 0.083%
16 12.554 1873 1881 1882 rBV7 2151 5164 1.22% 0.098%
17 12.585 1882 1886 1895 rVV2 12786 25038 5.93% 0.475%
18 12.817 1919 1924 1929 rBV6 6214 10627 2.51% 0.201%
19 12.987 1945 1952 1955 rBV9 3144 6849 1.62% 0.130%
20 13.036 1955 1960 1964 rVv8 3529 6618 1.57% 0.125%
21 13.292 1999 2002 2007 rVB4 12233 17388 4.11% 0.330%
22 13.420 2016 2023 2031 rVVé6 14502 36469 8.63% 0.691%
23 13.506 2033 2037 2040 rBV6 4968 7645 1.81% 0.145%
24 13.585 2046 2050 2054 rBV7 9337 16786 3.97% 0.318%
25 13.670 2061 2064 2071 rVB7 4993 7536 1.78% 0.143%
26 13.737 2071 2075 2076 rBV4 8116 9439 2.23% 0.179%
27 13.798 2082 2085 2089 rBV6 10983 13357 3.16% 0.253%
28 13.847 2089 2093 2099 rBv4 18763 37659 8.91% 0.714%
29 13.926 2100 2106 2111 rVV7 15510 34382 8.14% 0.652%
30 14.066 2125 2129 2133 rBV6 13084 23559 5.58% 0.447%
31 14.225 2148 2155 2161 rBV6 58418 119257 28.22%  2.261%
32 14.316 2168 2170 2173 rBv2 11724 15116 3.58% 0.287%
33 14.481 2193 2197 2205 rVB3 65252 106016 25.09% 2.010%
34 14.548 2205 2208 2210 rBV4 23618 29415 6.96% ©.558%
35 14.578 2210 2213 2215 rVV5 16529 17057 4.04% 0.323%

36 14.615 2215 2219 2225 rBV 114263 184720 43.71% 3.502%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046449.D

Acqg On : 02 Jun 2025 17:09

Operator : JC/MD

Sample : Q2155-02

Misc : 3.40g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 18 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 14.670 2225 2228 2231 rVWV2 93875 105324 24.93%  1.997%
38 14.755 2239 2242 2244 rVB2 40856 42113 9.97% ©.798%
39 14.786 2244 2247 2250 rBv4 35249 47012 11.13% 0.891%
40 14.816 2250 2252 2254 rVV2 25524 29585 7.00% 0.561%
41 14.847 2254 2257 2261 rVB3 81707 104712 24.78%  1.985%
42 14.914 2266 2268 2271 rBv2 25436 33124 7.84% 0.628%
43 15.036 2284 2288 2293 rBV4 76785 135473 32.06% 2.568%
44 15.084 2294 2296 2300 rBV5 27670 45037 10.66% ©0.854%
45 15.182 2307 2312 2314 rBV3 111010 180176 42.64%  3.415%
46 15.249 2320 2323 2330 rVB5 92088 146335 34.63% 2.774%
47 15.377 2340 2344 2347 rBV3 143683 205268 48.58% 3.891%
48 15.414 2347 2350 2354 rVB3 131882 167424 39.62% 3.174%
49 15.481 2358 2361 2364 rBvV3 52452 88523 20.95% 1.678%
50 15.743 2400 2404 2407 rVV3 94692 136778 32.37% 2.593%
51 15.779 2407 2410 2414 rVB 87370 113025 26.75% 2.143%
52 15.859 2419 2423 2429 rVB7 86487 181436 42.94% 3.439%
53 15.987 2440 2444 2446 rBV4 68852 112234 26.56% 2.128%
54 16.084 2456 2460 2466 rBV5 133160 239025 56.57% 4.531%
55 16.414 2510 2514 2525 rBV5 47862 124845 29.55% 2.367%

Sum of corrected areas: 5275365
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046449.D

Acqg On : 02 Jun 2025 17:09

Operator : JC/MD

Sample : Q2155-02

Misc : 3.40g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
Quant Title : SW846 8260

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

Abundance TIC: VX046449.D\data.ms
300000

250000
200000
150000

100000
5.544

5.952
50000 5.385

1264 1636 2.428 3.416

Time--> 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 TIC: VX046449.D\data.ms
300000

o

8.647 10.049

250000

11.079
200000

150000
6.757

100000

50000

0 11.48:
T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T ‘ T ‘ T T ‘ T T ‘ T T =
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX046449.D\data.ms

300000 74 15.743 16.084

12.024
15157869

250000 157

200000
6.414

150000

100000

50000

N
11969 12458500 12.8122036
0 T T T T T T T T T T ‘ T T T T

‘ ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046449.D

Acqg On : 02 Jun 2025 17:09

Operator : JC/MD

Sample : Q2155-02

Misc : 3.40g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 26.56 ug/l 184720 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-... 160 C12H16 013065-07-1 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 74
4 3-Phenylcyclopentanecarboxylic acid 190 C12H1402 091495-75-9 50
5 2,5-Dimethylbenzyl cyanide 145 C10H11N 016213-85-7 50
Abundance Scan 2219 (14.615 min): VX046449.D\data.ms (-2215) (- | m/z 118.05 100.00%
118.1
160.1
5000
91.0 ‘ aats
39.1 14.50 15.00
65.0
o e AOLL 7 160,10 51.80%
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 P s
14.50 15.00
9L.0 m/z 145.05  48.25%
28.0 510
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
T —
160.0 14.50 15.00
5000 ITI/Z 117.10 39.04%
39.0 91.0
63.0
o} il
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 115.00  27.43%
5000 160.0
Y S i M I | 5 Y T — 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\VX060225\
Data File : VX046449.D

Acqg On : 02 Jun 2025 17:09

Operator : JC/MD

Sample : Q2155-02

Misc : 3.40g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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, 2-ethyl-1,2,3,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.036  19.48 ug/l 135473  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 80
2 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-51-6 80
3 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16 032367-54-7 55
4 Cyclohexanone, 3-phenyl- 174 C12H140 020795-53-3 45
5 2-Ethylindane-1,3-dione 174 C11H1e02 027606-61-7 42
Abundance Scan 2288 (15.036 min): VX046449.D\data.ms (-2284) (- m/z 131.05 100.00%
o910 1311
' 159.1
5000
T \
391 649 1012 15.00
0 il ‘\ LT 2174 9
! R R EEEEL m/z 91.00 85.42%
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 —— :
15.00
m/z 104.10  84.27%
128.0
O\\\‘\‘ng‘llw()\“‘\sw:ln‘\-s)‘u‘\ \“\9\]1.\0‘ \‘\\‘W‘\‘U‘H\‘ml‘\\\1\\\“\‘\\\\‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49172: Naphthalene, 1,2,3,4-tetrahydro-1,5,8-trimethyl-
159.0
T \
15.00
5000 m/z 159.10 79.29%
15.0 39.0 gg5o 910 1290 |
Y e R PR YRR I W N AS—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36261: Naphthalene, 2-ethyl-1,2,3,4-tetrahydro- — ‘
104.0 15.00
m/z 174.15 67.57%
131.0
160.0
5000
210 510 770 ‘ H
omw“:““ﬂm‘:h“:‘m”“mw‘ H!‘_ e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046449.D

Acqg On : 02 Jun 2025 17:09

Operator : JC/MD

Sample : Q2155-02

Misc : 3.40g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.182  25.91 ug/1 180176 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 Ethanone, 1-[4-(1-methylethenyl)... 160 C11H120 005359-04-6 92
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 90
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 89
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 83

Abundance Scan 2312 (15.182 min): VX046449.D\data.ms (-2307) (- m/z 145.05 100.00%
5.1

14
5000
115.0

—T
15.00 15.50

39.0 65.0 91.0
. 176.1
o 278 2022 L e 10 36.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0

5000 L L
15.00 15.50

m/z 132.05 27.05%

115.0
0 H\‘\\H‘\\‘\\6‘?.\9\"\9\]‘.\.(\)“\‘\\‘i“\MHM‘H\‘!‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36186: Ethanone, 1-[4-(1-methylethenyl)phenyl]-
145.0

—
15.00 15.50
5000 m/z 115.00  25.86%

115.0
43.0 91.0
EL MY oM S A N —
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 15.00 15.50

m/z 117.05 18.78%

o MWM
117.0
91.0
150 390,680 P10 LI

O T et e bl e — —
miz--> 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 : VX046449.D

Acqg On : 02 Jun 2025 17:09

Operator : JC/MD

Sample : Q2155-02

Misc : 3.40g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Diphenylmethane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.249 21.04 ug/l 146335 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diphenylmethane 168 C13H12 000101-81-5 93
2 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 92
3 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 92
4 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 64
5 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 64
Abundance Scan 2323 (15.249 min): VX046449.D\data.ms (-2320) (] ' m/z 168.05 100.00%
1
5000 A\
—— —
15.00 15.50
0! m/z 167.10  90.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43626: Diphenylmethane
168.0
5000 —r— s
15.00 15.50
91.0 m/z 159.10  54.20%
28\0 \6\5\0 | 11\501390“ m
0\\\‘\\\\‘\\\\‘\\\1‘\\‘\\‘\\\\’\\\\’\\\\’\ \\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43642: 1,1'-Biphenyl, 2-methyl-
168.0
—— —
15.00 15.50
5000 m/z 165.10 39.48%
83.0
o0, 0 w0 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43639: 1,1'-Biphenyl, 4-methyl- — —
168.0 15.00 15.50
m/z 153.00  38.57%
5000
39.0 630 910 11501390] m
O b prrr e et p e pre e e e e == M
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 : VX046449.D

Acqg On : 02 Jun 2025 17:09

Operator : JC/MD

Sample : Q2155-02

Misc : 3.40g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Benzene, 1-cyclohexyl-3-met... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.377  29.52 ug/1 205268 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 76
2 1-Methyl-2-cyclohexylbenzene 174 C13H18 004501-35-3 64
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 47
4 3-Amino-6-methoxyquinoline 174 C1@H1eN20 029507-86-6 38
5 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 35
Abundance Scan 2344 (15.377 min): VX046449.D\data.ms (-2340) (] ' m/z 118.00 100.00%
118.0
174.2
91.0
5000
145.1 N -
39H'° 65‘-0 “ n M ‘ | r022 15.00 15.50
0ol Ml L Bl 02022 s 131 05 96.34%
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 — ——
15.00 15.50
R m/z 174.15  81.78%
0 -:L\E‘)\‘O\“l‘\ \“M “M“\‘ \”1““”\ \“!‘ \“‘h b T \L\ T \“ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49134: 1-Methyl-2-cyclohexylbenzene
131.0 174.0
— ——
15.00 15.50
5000 105.0 m/z 105.00 66.71%
SINNTG. P N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- — —
131.0 15.00 15.50
m/z 91.00 59.50%
5000
39.0 91.0
150 63.0
0! _u‘m“m_‘“\wu“m_m_m_m — —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

82X050525W.M Tue Jun 03 15:47:39 2025 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046449.D

Acqg On : 02 Jun 2025 17:09

Operator : JC/MD

Sample : Q2155-02

Misc : 3.40g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.414 24.08 ug/l 167424  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 90
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 59
3 4-[(4-Fluorophenyl)methyl]piperi... 193 C12H16FN 092822-02-1 35
4 1,3-Bis(bromomethyl)cyclohexane 268 C8H14Br2 1000216-89-9 22
5 9-Phenanthrenamine 193 C14H11N 000947-73-9 22
Abundance Scan 2350 (15.414 min): VX046449.D\data.ms (-2347) (- m/z 193.20 100.00%
198.2
41.1
69.0
123.1
5000 95.0
L 1550
47.1 :
0! L i mlew‘w?‘l‘?nl‘ m/z 41.10 80.74%

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 95.0 ——
15.50
m/z 69.05  71.46%

151.0

O,
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
69.0 123.0 —
41.0 15.50
5000 95.0 m/z 55.00 56.55%
: A I -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67960: 4-[(4-Fluorophenyl)methyl]piperidine ——
193.0 15.50
m/z 123.05 55.03%
69.0
109.0
5000
30.0
L
XA Y OV VP PO Y AP O S S —_—
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\VX060225\
Data File : VX046449.D

Acqg On : 02 Jun 2025 17:09

Operator : JC/MD

Sample : Q2155-02

Misc : 3.40g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 8
R.T. EstConc Area Relative to ISTD R.T.

15.743  19.67 ug/1 136778 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 76
2 4-[(2-Fluorophenyl)methyl]piperi... 193 C12H16FN 194288-97-6 46
3 4-[(4-Fluorophenyl)methyl]piperi... 193 C12H16FN 092822-02-1 35
4 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 30
5 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 30

Abundance Scan 2404 (15.743 min): VX046449.D\data.ms (-2400) (-] ' m/z 193.30 100.00%

198.3
41.1
69.1 109.1
5000
T

15.50 16.00
0 162 1z a1.10  74.75%

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 69.0 990 — T
15.50 16.00

m/z 69.10 66.78%

151.0
0 LTfLTTﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67959: 4-[(2-Fluorophenyl)methyl]piperidine
56.0 109.0 193.0

84.0
30.0 —— —
15.50 16.00
5000 ITI/Z 109.05 65.97%
135.0

0! H‘M‘UMMMM1““““““\3“1‘m‘“‘h‘?f?‘_u“_uwH

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67960: 4-[(4-Fluorophenyl)methyl]piperidine —— ——
193.0 15.50 16.00

m/z 97.10 58.96%

69.0
109.0
5000
30.0
‘ H ‘ 135.0
Ll il

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046449.D

Acqg On : 02 Jun 2025 17:09

Operator JC/MD

Sample : Q2155-02

Misc : 3.40g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 1,1'-Biphenyl, 4-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.084  34.37 ug/l 239025 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diphenylmethane 168 C13H12 000101-81-5 91
2 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 90
3 1,1'-Biphenyl, 2-ethyl- 182 C14H14 001812-51-7 89
4 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 55
5 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 55

Abundance Scan 2460 (16.084 min): VX046449.D\data.ms (-2456) (-] ' m/z 168.10 100.00%
168.1
5000 91.0 117.1 J\/L
N \
16.00
01 m/z 167.10  83.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43623: [Mphenyhnethane
5000 A e :
16.00
m/z 91.00 40.59%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43639: 1,1'-Biphenyl, 4-methyl-
168.0
N \
16.00
5000 ITI/Z 117.10 40.21%
390 630 910 11501390| m
O prep g e e el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57010: 1,1'-Biphenyl, 2-ethyl- —
167.0 16.00
m/z 165.10  40.06%
5000
1.
MO N Heowso |
0“‘H“L‘_‘NWVWH,‘H‘WW‘W“H,H‘NM“W“H‘H‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046449.D

Acqg On : 02 Jun 2025 17:09

Operator : JC/MD

Sample : Q2155-02

Misc : 3.40g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 1,1,4,5,6-Pentamethyl-2,3-d... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.413  17.95 ug/1 124845 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,4,5,6-Pentamethyl-2,3-dihydr... 188 C14H20 016204-67-4 93
2 1,1,5,6-Tetramethyl-1,2,3,4-tetr... 188 C14H20 031197-54-3 76
3 1H-Indene, 2,3-dihydro-1,1,2,3,3... 188 C14H20 001203-17-4 74
4 1H-Inden-1-one, 2,3-dihydro-3,3,... 188 C13H160 056298-98-7 68
5 1H-Inden-1-one, 2,3-dihydro-3,3,... 188 C13H160 055255-42-0 68

Abundance Scan 2514 (16.414 min): VX046449.D\data.ms (-2510) (- m/z 173.15 100.00%

178.2
5000
131.0
e —
39.0 91.0 16.2016.4016.60
207.0 280.¢
0! 2 m/z 131.00 30.22%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #62976: 1,1,4,5,6-Pentamethyl-2,3-dihydro-1H-indene
173.0

3

5000 N
16.2016.4016.60

m/z 188.15 20.65%

128.0
51.0 910\ L \h\‘h Ii \‘ ‘

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #62984: 1,1,5,6-Tetramethyl-1,2,3,4-tetrahydronaphthale
173.0

o

|

16.2016.4016.60
5000 m/z 128.05 16.55%

i

128.0
69.0
41\0 Ly 99\0\ Lt \H\h M\\ \‘

‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #62979: 1H-Indene, 2,3-dihydro-1,1,2,3,3-pentamethyl- R EaE e EAEAmEEE
178.0 16.2016.4016.60

m/z 167.10  15.77%

o

5000 131.0

57.0

-

m/z--> 20 40 60 80 100120140160180200220240260280 16.2016.4016.60

RTINS S
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046449.D

Acqg On : 02 Jun 2025 17:09

Operator : JC/MD

Sample : Q2155-02

Misc : 3.40g/10mL/100ul/5.00emL/MSVOA_X/MEOH

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 26.6 ug/l 184720 4 12.024 347702 50.0
Naphthalene, 2-... 15.036 19.5 wug/l 135473 4 12.024 347702 50.0
1H-Indene, 2,3-... 15.182 25.9 ug/l 180176 4 12.024 347702 50.0
Diphenylmethane 15.249 21.0 ug/l 146335 4 12.024 347702 50.0
Benzene, 1-cycl... 15.377 29.5 ug/l 205268 4 12.024 347702 50.0
Decahydro-1,1,4... 15.414 24.1 ug/l 167424 4 12.024 347702 50.0
unknown15.743 15.743 19.7 ug/l 136778 4 12.024 347702 50.0
1,1'-Biphenyl, ... 16.084 34.4 ug/l 239025 4 12.024 347702 50.0
1,1,4,5,6-Penta... 16.413 17.9 ug/l 124845 4 12.024 347702 50.0
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