LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019520.D

Aca On : 21 Nov 2020 02:23

Operator : JC/MD

Sample : L4779-05 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 39 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X112120W.M

Title - SW846 8260

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.581 73 81 82 rBv6 9351 20117 1.34% 0.212%
2 2.995 305 313 331 rVB 10722 38197 2.54% 0.402%
3 5.464 706 718 732 rBV 167894 482081 32.02% 5.069%
4 5.629 732 745 760 rVvV 309988 879902 58.44% 9.252%
5 6.031 799 811 826 rBV 191847 507856 33.73% 5.340%
6 6.830 931 942 965 rBV 471694 1137630 75.56% 11.962%
7 7.957 1119 1127 1135 rBvV2 7858 15817 1.05% 0.166%
8 8.695 1241 1248 1255 rBV 982469 1505590 100.00% 15.830%
9 8.762 1255 1259 1268 rVB 40073 67289 4_47% 0.708%
10 10.097 1472 1478 1490 rBvV 909699 1254804 83.34% 13.194%
11 10.341 1514 1518 1524 rVB 15359 22574 1.50% 0.237%
12 10.683 1570 1574 1578 rBvV 12247 16514 1.10% 0.174%
13 11.122 1639 1646 1656 rBvV 723775 928992 61.70% 9.768%
14 11.420 1691 1695 1697 rBvV 13319 17921 1.19% 0.188%
15 11.652 1729 1733 1738 rBvV 13470 17477 1.16% 0.184%
16 11.792 1752 1756 1762 rBV 47169 59449 3.95% 0.625%
17 12.060 1795 1800 1807 rBvV 901076 1098681 72.97% 11.552%
18 12.127 1807 1811 1819 rvv2 34879 71049 4.72% 0.747%
19 12.256 1829 1832 1834 rBvV 12266 15141 1.01% 0.159%
20 12.353 1845 1848 1855 rVB3 16258 26166 1.74% 0.275%
21 12.737 1908 1911 1918 rBV3 11136 26535 1.76% 0.279%
22 12.883 1933 1935 1939 rVB3 15099 17220 1.14% 0.181%
23 12.999 1951 1954 1957 rBV 18340 22446 1.49% 0.236%
24 13.329 2004 2008 2013 rBV2 45248 70346 4.67% 0.740%
25 13.463 2026 2030 2036 rVB 87428 120684 8.02% 1.269%
26 13.548 2041 2044 2047 rBv4 9892 15742 1.05% 0.166%
27 13.621 2053 2056 2061 rBv4 15267 26170 1.74% 0.275%
28 13.889 2097 2100 2106 rVB 36119 45017 2.99% 0.473%
29 13.963 2109 2112 2116 rVB2 27769 36641 2.43% 0.385%

30 14.267 2157 2162 2167 rVB 75225 108626 7.21% 1.142%

31 14.408 2183 2185 2189 rBV2 13205 15567 1.03% 0.164%
32 14.517 2199 2203 2211 rBV2 68415 102399 6.80% 1.077%
33 14.658 2222 2226 2232 rBV2 58404 101586 6.75% 1.068%
34 14.712 2232 2235 2239 rVB 47636 56294 3.74% 0.592%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019520.D

Aca On : 21 Nov 2020 02:23

Operator : JC/MD

Sample : L4779-05 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 39 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X112120W.M
Title - SW846 8260
35 14.859 2257 2259 2261 rBV2 14985 18360 1.22% 0.193%
36 14.883 2261 2263 2267 rVB 32093 37512 2.49% 0.394%
37 15.225 2315 2319 2321 rBV 37439 54575 3.62% 0.574%
38 15.298 2328 2331 2337 rVB3 23648 35444 2.35% 0.373%
39 15.426 2348 2352 2355 rBV5 18685 27973 1.86% 0.294%
40 15.529 2366 2369 2373 rBV3 16592 21597 1.43% 0.227%
41 15.609 2377 2382 2387 rVB 228828 327968 21.78% 3.448%
42 16.139 2466 2469 2476 rVB4 23070 38785 2.58% 0.408%
Sum of corrected areas: 9510734
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019520.D

Aca On : 21 Nov 2020 02:23

Operator : JC/MD

Sample : L4779-05 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W_.M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX019520.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019520.D

Aca On : 21 Nov 2020 02:23

Operator : JC/MD

Sample : L4779-05 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.46 5.49 ug/Il 120684 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 93
2 Indan. epoxide 132 C9H80 000768-22-9 58
3 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 50
4 2-Methvlbenzvl cvanide 131 C9HON 022364-68-7 49
5 Isoquinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000091-21-4 43
Abundance Scan 2030 (13.463 min): VX019520.D (-2026) (-) m/z 104.10 100.00%
104
5000 132
51 78 17 13.20 13.40 13.60 13.80
0 S, 2 W o T |' | 4l 147 166 183108213 232 281 | 72035 15 46.07%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 132
13.20 13.40 13.60 13.80
- m/z 91.10 41.46%
S T o o O Y
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
104
113.20 13.40 13.60 13.80
5000 m/z 115.10 16.76%
51 78 132
0 27 64
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14546: 2H-Inden-2-one, 1,3-dihydro- B R mam e
104 13.20 13.40 13.60 13.80
m/z 117.10 14.87%
5000 132
5y 78
ol 3 4
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX112120\
Data File : VX019520.D

Aca On : 21 Nov 2020 02:23

Operator : JC/MD

Sample : L4779-05 10X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Phenol, 2,6-bis(l1,1-dimethy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.61 14.93 ug/Il 327968 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethvl)- 206 C14H220 000128-39-2 95
2 Phenol. 2.5-bis(l.1-dimethvlethvl)- 206 C14H220 005875-45-6 83
3 Phenol. 2.4-bis(l.1-dimethvlethvl)- 206 C14H220 000096-76-4 81
4 Phenol. 3.5-bis(1l.1-dimethvlethvI)- 206 C14H220 001138-52-9 70
5 Ethyl 4-t-butylbenzoate 206 C13H1802 005406-57-5 68
Abundance Scan 2382 (15.609 min): VX019520.D (-2377) (-) m/z 191.20 100.00%
191
5000
57 131 206
“ 9|1 10915 | 147 173175 ™ 15.20 15.40 15.60 15.80 16.00
Ouuw-n-L-ﬂiﬂn”|IH|H-M-PMfﬂ--“-ﬂ|---“%-w-n-“-- m/z 206.20 21.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66106: Phenol, 2,6-bis(1,1-dimethylethyl)-
191
5000 UL UM B BRI I
15.20 15.40 15.60 15.80 16.00
57 206 m/z 131.10 19.21%
29 7 91 131 163
oL 15 ‘ 74 Oliog115 T 147 75
m/z--> 20 45 60 85 160 150 140 160 180 200 250 240
Abundance
191
15.20 15.40 15.60 15.80 16.00
5000 m/z 57.10 18.49%
57 163 206
4 77 91105115 133147 176
O O s e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66104: Phenol, 2,4- blS(l,l dlmethylethyl) | BLELELE BRI B B L B
191 15.20 15.40 15.60 15.80 16.00
m/z 163.20 14 .53%
5000
57
206
oL15 29 \ 74 9103115 135147 163175 | |
||||||||||||||||||||||||||||||||||||||||||||||||| —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
m/z--> 20 4'0 60 80 100 120 140 1('30 180 200 220 240 15.20 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112120\
Data File : VX019520.D

Acq On : 21 Nov 2020 02:23

Operator : JC/MD

Sample : L4779-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 39 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112120W_.M
SW846 8260

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Naphthalene, 1,2,... 13.46 5.5 ug/Il 120684 4 12.06 1098680 50.0
Phenol, 2,6-bis(1... 15.61 14.9 ug/I1 327968 4 12.06 1098680 50.0
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