LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032023\
Data File : VX@34628.D

Acqg On : 20 Mar 2023 15:21

Operator : JC/MD

Sample : 01939-04

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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\82X031023W.M

Title : SW846 8260

Signal : TIC: VX@34628.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.624 67 88 92 rBv4 29276 132679 3.12% 0.311%
2 2.416 211 218 226 rBV 20578 42626 1.00% 0.100%
3 5.385 694 705 717 rBvV2 133581 393853 9.27% 0.922%
4 5.544 717 731 755 rVB 259698 769411 18.10% 1.801%
5 5.952 788 798 815 rBV 167709 443818 10.44% 1.039%

6 6.757 921 930 944 rBV 424986 1037629 24.41%  2.428%
7 8.647 1225 1240 1249 rBV 890520 1411515 33.21% 3.303%
8 9.275 1335 1343 1352 rBV 62140 99361 2.34% ©0.233%
9 10.055 1464 1471 1484 rBV 847827 1203075 28.31% 2.816%
10 11.085 1634 1640 1651 rBV 676242 956594 22.51%  2.239%
11 11.311 1669 1677 1684 rBV2 32883 46856 1.10% ©.110%
12 12.024 1788 1794 1802 rVB 883811 1107587 26.06%  2.592%
13 12.311 1837 1841 1850 rVB5 28856 59095 1.39% ©.138%
14 12.725 1902 1909 1913 rBv4 37849 81808 1.92% ©0.191%
15 12.811 1918 1923 1927 rBV3 83104 134469 3.16% ©.315%
16 12.920 1933 1941 1945 rBV2 67552 116683 2.75% 0.273%
17 12.963 1945 1948 1950 rBV 46218 57922 1.36% ©.136%
18 13.030 1955 1959 1964 rvv4 38987 75758 1.78% ©.177%
19 13.158 1975 1980 1986 rBV7 36549 87804 2.07% 0.205%
20 13.213 1986 1989 1991 rBV2 49896 58505 1.38% ©0.137%

21 13.250 1991 1995 1998 rVV2 70565 102351
22 13.292 1998 2002 2007 rVB3 201684 299954  7.06%
23 13.420 2016 2023 2034 rBV4 296529 727878 17.13%
24 13.512 2034 2038 2040 rBv4 89955 157160 3.70%
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25 13.585 2046 2050 2054 rBV3 172764 312589  7.35% 732%
26 13.664 2061 2063 2069 rVB3 161912 262485 6.18% 0.614%
27 13.756 2074 2078 2082 rVV2 119888 250570 5.90% ©.586%
28 13.798 2082 2085 2089 rVB2 171607 204305 4.81% 0.478%
29 13.853 2089 2094 2099 rBV3 475097 737154 17.34%  1.725%
30 13.926 2099 2106 2111 rBV3 453580 849284 19.98%  1.988%
31 13.981 2111 2115 2117 rVV3 99538 163596 3.85% ©.383%
32 14.006 2117 2119 2125 rVB5 113474 203715 4.79% 0.477%
33 14.067 2125 2129 2133 rBV4 265768 400907 9.43% 0.938%
34 14.164 2142 2145 2149 rBV5 144371 193958 4.56% ©0.454%
35 14.225 2149 2155 2161 rBV3 1252153 2228066 52.42% 5.214%

36 14.323 2167 2171 2175 rBV2 383526 551776 12.98% 1.291%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032023\
Data File : VX@34628.D

Acqg On : 20 Mar 2023 15:21

Operator : JC/MD

Sample : 01939-04

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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\82X031023W.M
Title : SW846 8260
37 14.371 2176 2179 2184 rVV3 429064 500070 11.77% 1.170%
38 14.420 2184 2187 2193 rVB4 298837 539146 12.69% 1.262%
39 14.481 2193 2197 2205 rBV2 1323643 1990803 46.84% 4.659%
40 14.548 2205 2208 2210 rBV3 179341 226858 5.34% 0.531%
41 14.579 221e 2213 2215 rBV 184391 172649 4.06% 0.404%
42 14.615 2215 2219 2225 rBV2 1893478 2995529 70.48% 7.011%
43 14.670 2225 2228 2232 rVB2 1496367 1680282 39.54% 3.932%
44 14.725 2233 2237 2239 rBV3 388774 495559 11.66% 1.160%
45 14.756 2239 2242 2244 rVV3 353908 341653 8.04% 0.800%
46 14.786 2244 2247 2250 rVV3 266721 365907 8.61% 0.856%
47 14.816 2250 2252 2254 rVV2 430445 480226 11.30% 1.124%
48 14.847 2254 2257 2262 rVB2 969852 1188454 27.96% 2.781%
49 14.914 2263 2268 2273 rBV2 660683 1295264 30.48% 3.031%
50 15.042 2284 2289 2293 rBV3 598541 1172750 27.59% 2.745%
51 15.182 2307 2312 2315 rBV 1042318 1663512 39.14% 3.893%
52 15.249 2319 2323 2330 rVB5 538353 1030192 24.24% 2.411%
53 15.316 2331 2334 2340 rVB4 313686 548456 12.90%  1.284%
54 15.377 2340 2344 2347 rBV2 677105 911674 21.45%  2.134%
55 15.414 2347 2350 2354 rVB3 324061 388876 9.15% 0.910%
56 15.481 2358 2361 2364 rBV3 399715 571149 13.44% 1.337%
57 15.560 2369 2374 2379 rVV 2553140 4250039 100.00% 9.947%
58 15.609 2379 2382 2386 rVB2 586070 829731 19.52%  1.942%
59 15.664 2387 2391 2397 rVB7 274270 666468 15.68% 1.560%
60 15.743 2399 2404 2408 rVB4 399923 670392 15.77% 1.569%
61 15.847 2418 2421 2429 rVB6 343306 756344 17.80% 1.770%
62 15.987 2441 2444 2447 rBV3 201990 320036 7.53% 0.749%

63 16.085 2457 2460 2471 rVB4 384138 713801 16.80% 1.671%

Sum of corrected areas: 42728616
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032023\
Data File : VX034628.D

Acqg On : 20 Mar 2023 15:21

Operator : JC/MD

Sample : 01939-04

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.M
Quant Title : SW846 8260

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

Abundance TIC: VX034628.D\data.ms

3000000
2500000
2000000
1500000
1000000

500000

5.544
5.952
1.624 2.416 5.385

0H‘\H\‘HH‘\H\‘HH‘\H\‘HH"TH\‘HH‘\H\‘HH‘\H\‘HH’\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\W—V—W_FH‘\

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: VX034628.D\data.ms

3000000
2500000
2000000
1500000
1000000 8.647 10.055

11.085
500000 6.757

9.275 11.311

01— 7 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: VX034628.D\data.ms

15.560
3000000

2500000 14.615

2000000

1500000

1000000 12.024

1 .& -W5
!
500000 N 4%%% . M
0 12311 12172810080k '
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 ‘ 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\VX032023\
Data File : VX034628.D

Acqg On : 20 Mar 2023 15:21

Operator : JC/MD

Sample : 01939-04

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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.
14.225 100.58 ug/l 2228070 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 55
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 55
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 50

Abundance Scan 2155 (14.225 min): VX034628.D\data.ms (-2149) (- m/z 131.05 100.00%

1311
5000
105
Aol o
3.1 770 | 162. 14.00 14.50
0 ol A0 nyz 118,10 76.26%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 A L
39.0 91.0 14.00 14.50
15.0 m/z 146.05  58.68%

63.0

- ‘\‘\‘}\“‘\‘\\‘\““!\“\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

- .
14.00 14.50

o

5000 105.0 m/z 117.10 41.76%
39.0 77.0
0““¢H‘M‘J“waMM‘HLWNM‘ ‘NM“‘H“‘H““H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- —5 —
131.0 14.00 14.50

m/z 115.00  34.18%

5000
91.0
39.0 430 ‘ |
0 |, ‘ Lol ‘\\M Al

‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032023\

Data File : VX@34628.D

Acqg On : 20 Mar 2023 15:21

Operator : JC/MD

Sample : 01939-04

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.M

Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.481 89.87 ug/l 1990868 1,4-Dichlorobenzene-da  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 CllH14 002809-64-5 89

2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14

001680-51-9 76
000769-25-5 60

4 1H-Benzimidazole, 5,6-dimethyl- 146 COH1ON2 000582-60-5 60
5 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 58
Abundance Scan 2197 (14.481 min): VX034628.D\data.ms (-2193) (] | m/z 131.05 100.00%
131.1
5000
105.
o
391 77.0 160.1 14.50
o 1982 7 118,05 56.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 T
14.50
m/z 146.05 53.46%
O' ’\‘“!\"\“\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25055: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
P
14.50
5000 ITI/Z 145.05 39.68%
270 510 77.0 M
o] R AR RRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25024: Benzene, 2-ethenyl-1,3,5-trimethyl- T
146.0 14.50
m/z 115.00 34.34%
5000
500 91.0 15.0
PELX: Pt A RN Y | S— b
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\VX032023\
Data File : VX034628.D

Acqg On : 20 Mar 2023 15:21

Operator : JC/MD

Sample : 01939-04

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 2
R.T. EstConc Area Relative to ISTD R.T.
14.615 135.23 ug/1 2995530 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 95
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 62
5 Benzene, 1,2,4-trimethyl-5-(1-me... 160 C12H16 054340-84-0 50
Abundance Scan 2219 (14.615 min): VX034628.D\data.ms (-2215) (- m/z 118.10 100.00%
118.1
160.1
5000
91.1 = s
39.1 650 ‘ 14.50 15.00
b e Wk 19132142y /s 169,10 58.71%
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 A
14.50 15.00
91.0 m/z 145.05  49.23%
28.0 51.0
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
P e
160.0 14.50 15.00
5000 ITI/Z 117.05 43.02%
39.0 91.0
63.0
o} T R —
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 30.79%
5000 160.0
39.0 650 91.0
Y N i R TR Y — LA
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

82X031023W.M Tue Mar 21 13:05:47 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032023\
Data File : VX034628.D

Acqg On : 20 Mar 2023 15:21

Operator : JC/MD

Sample : 01939-04

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Benzene, 1-(1-methylethenyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.670  75.85 ug/1 1680280 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 81
2 Benzene, 1-(1,1-dimethylethyl)-4... 168 C12H16 001746-23-2 76
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 70
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 64
5 1H-Indene, 2,3-dihydro-1,1,4-tri... 168 C12H16 016204-72-1 64
Abundance Scan 2228 (14.670 min): VX034628.D\data.ms (-2225) (- | m/z 145.05 100.00%
145.1
- o MMU/\M\/LM
e —
39.1 0 ) 14.50 15.00
0 : A A7412090 281 L) 166 10 46.50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36308: Benzene, 1-(1- methylethenyl) -3-(1-methylethyl)-
145.
5000 A /L
14.50 15.00
105. o
410 ‘ ‘ T m/z 117.10 42.01
O\H‘\u\\“‘\\“\\’m\ﬂ”’\\‘H“‘H\M‘\‘!H‘H“HH“\H\’HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #36271: Benzene, 1-(1,1-dimethylethyl)-4-ethenyl-
145.0
— ——
14.50 15.00
5000 m/z 104.10  41.64%
41.0 105? ‘
om‘H‘““H“‘,‘m,"H‘m\"1”‘W“‘wum,‘H‘,WWWWW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36299: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl- —r=5 =
145.0 14.50 15.00
m/z 91.00 34.73%
5000
0m‘m“‘M“m,‘:‘u‘,‘“H_‘HU‘_WW“Wm,w,w‘uwm‘ww —r —r
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032023\
Data File : VX034628.D

Acqg On : 20 Mar 2023 15:21

Operator : JC/MD

Sample : 01939-04

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.914  58.47 ug/1 1295260 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 89
2 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 76
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 70
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 60
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 60

Abundance Scan 2268 (14.914 min): VX034628.D\data.ms (-2263) (-] | m/z 145.05 100.00%

145.1
5000
117.1
—
51.0 91‘ . ‘ 1741 X 15.00
O b el Wl DL 198:92222 ) 160 50 33.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
145.0
5000 L
15.00
m/z 117.10 26.71%
117.0
91.0
O \:\I-T':;\’O\\\s\g“‘\o\‘\ \6‘?‘\‘01\’\\‘\\‘\‘\\‘\”‘ \‘M\‘H{‘\\i“‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0

F

15.00
5000 m/z 115.05 26.53%
91.0 115.0
39.0 '
150 77 890, | | |
o el N Y VAT S Y A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- ——
145.0 15.00
m/z 128.05 22.90%
5000
115.0
15.0 390 63.0 910
0 \HJH\\H\\M\\\M\\W\\\ T
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\VX032023\
Data File : VX034628.D

Acqg On : 20 Mar 2023 15:21

Operator : JC/MD

Sample : 01939-04

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Bicyclo[4.2.0]octa-1,3,5-tr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.042 52.94 ug/1l 1172756 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 50
2 2,5,7-Triazatricyclo[6.4.0.0(2,6... 159 C9HIN3 024134-26-7 46
3 2-Ethylindane-1,3-dione 174 C11H1002 027606-61-7 46
4 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-17-7 38
5 2-Benzylidenecyclopentanol, (E)- 174 C12H140 058738-53-7 38
Abundance Scan 2289 (15.042 min): VX034628.D\data.ms (-2284) (| m/z 131.00 100.00%
131.0
91.1 174.2
5000
T T
39.1 15.00
(
0 b 2082 2805 n/z 159.10  87.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36270: Bicyclo[4.2.0]octa-1,3,5-triene, 7-butyl-
131.0
5000 — :
91.0 160.0 15.00
390 ‘ m/z 174.20 57.31%
O \H‘\‘\‘\\“‘\\“”\"‘M\w““\H\“‘\‘HH“\‘M\‘\‘H\ ‘\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36001: 2,5,7-Triazatricyclo[6.4.0.0(2,6)]dodeca-1(8),6,9,
159.0
RN T
15.00
5000 m/z 91.10 54.06%
103.0
51.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48938: 2-Ethylindane-1,3-dione T
159.0 15.00
m/z 117.00 52.13%
104.0
5000
50.0
O et e bttt e —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032023\
Data File : VX034628.D

Acqg On : 20 Mar 2023 15:21

Operator : JC/MD

Sample : 01939-04

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Benzene, 4-(2-butenyl)-1,2-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.182  75.10 ug/1 1663510 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 93
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 89
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 76
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 74
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 74

Abundance Scan 2312 (15.182 min): VX034628.D\data.ms (-2307) (- m/z 145.05 100.00%

145.1
5000
115.0 ‘

T
15.00 15.50

39.1 770
176.2 -
0 u““l‘mu_m,‘“‘2,9?‘3‘””_”%%1‘1- m/z 160.10  40.60%
miz--> 20 40 60 80 100120140160180200220240260280
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0

5000 —= S
15.00 15.50

m/z 115.00  25.28%

91.
39.0 ‘
\H‘\‘\‘\\“‘\\‘\‘\"\‘H\‘H’\\‘H“H“\\h‘”‘\‘”‘\\“u‘\\\“\\\\’\H\’\\H‘HH‘H\\‘H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0

—
15.00 15.50

o

5000 m/z 132.05 24 .83%
105.0 ‘
39.0
0‘H‘H‘“‘Mm,w‘u‘,HW‘HU‘MHM ““m‘“m,‘m,w‘mwH‘mw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36236: Benzene, 1-(2-butenyl)-2,3-dimethyl- — ——
145.0 15.00 15.50

m/z 128.05 21.01%

5000
1050

o,‘,,, — —
miz--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032023\
Data File : VX034628.D

Acqg On : 20 Mar 2023 15:21

Operator : JC/MD

Sample : 01939-04

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.249 46.51 ug/1 1030190 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,5,6-t... 174 C13H18 000942-43-8 64
2 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-55-0 64
3 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 64
4 1H-Indene, 2,3-dihydro-1,1,4,7-t... 174 C13H18 001078-04-2 50
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-17-7 45

Abundance Scan 2323 (15.249 min): VX034628.D\data.ms (-2319) (- m/z 159.10 100.00%
1

59.1
5000
115.0

— ——
39.1 630 910

15.00 15.50

0 m/z 168.10 45.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #49159: 1H-Indene, 2,3-dihydro-1,1,5,6-tetramethyl-
159.0
5000 — —
128.0 15.00 15.50

m/z 167.10  45.57%

s1.0 910 ‘
\\\\‘\\\\“\\‘\‘\‘m\‘\‘\‘h‘\\“1\’”\‘\\‘\“‘\ \\\”}\\\‘\‘\\\\‘\\\\‘\\\
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

T =5
15.00 15.50

5000 m/z 174.20  34.26%

132.0
15.0 390 45 910 B
O—MM»%MMMWHuwwwm
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #49175: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethyl- P ——
159.0 15.00 15.50

m/z 115.00  29.05%

128.0
51.0 91.0 \

Ok oyt b R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032023\
Data File : VX034628.D

Acqg On : 20 Mar 2023 15:21

Operator : JC/MD

Sample : 01939-04

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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.
15.560 191.86 ug/1l 4250040 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 94
2 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 90
3 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 81
4 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 80
5 3-(4-(tert-Butyl)phenyl)-2-methy... 206 C14H220 056107-04-1 74
Abundance Scan 2374 (15.560 min): VX034628.D\data.ms (-2369) (- m/z 191.20 100.00%
191.2 F
5000
57.1 131.1 —T \
il st | -
Ol bt b 2032 12244 2810 57 10 21.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 Sas
15.50
57.0 131.0 m/z 206.20 20.81%
91.
O\H‘H\O\“HH"‘\‘H‘\"\}H‘\M\\‘}H‘\M‘\“HH#\;HO\’H \’\“\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82738: 2,4-Di-tert-butylphenol
191.0
T T
15.50
5000 m/z 131.05 18.35%
57.0
0 270\ mgl\ow | 1470 | “
e E R SR RTY
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82755: Phenol, 3,5-bis(1,1-dimethylethyl)- —— ‘
191.0 15.50
570 m/z 163.10  15.20%
5000
0 27.0 H910 135.0 ‘
e e e e e e e e T
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032023\
Data File : VX034628.D

Acqg On : 20 Mar 2023 15:21

Operator : JC/MD

Sample : 01939-04

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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,... 14.225 100.6 ug/l 2228070 4 12.024 1107590 50.0
Naphthalene, 1,... 14.481 89.9 wug/l 1990800 4 12.024 1107590 50.0
Naphthalene, 1,... 14.615 135.2 wug/l 29955306 4 12.024 1107590 50.0
Benzene, 1-(1-m... 14.670 75.8 ug/l 1680280 4 12.024 1107590 50.0
Naphthalene, 1,... 14.914 58.5 ug/l 1295260 4 12.024 1107590 50.0
Bicyclo[4.2.0]o... 15.042 52.9 ug/l 1172750 4 12.024 1107590 50.0
Benzene, 4-(2-b... 15.182 75.1 ug/l 1663510 4 12.024 1107590 50.0
1H-Indene, 2,3-... 15.249 46.5 ug/l 1030190 4 12.024 1107590 50.0
Phenol, 2,6-bis... 15.560 191.9 ug/l 4250040 4 12.024 1107590 50.0
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