LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031622\
Data File : VX027474.D

Acqg On : 16 Mar 2022 16:27
Operator : JC/MD

Sample : N1950-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 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\82X030822W.M

Title : SW846 8260

Signal : TIC: VX@27474.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.142 6 9 16 rVB2 38479 37144 2.06% 0.277%
2 1.313 31 37 39 rW5 17093 37453 2.08% 0.279%
3  1.355 41 44 52 rVB2 26539 50982 2.83% 0.380%
4 1.453 57 60 64 rVB 14956 19330 1.07% 0.144%
5 1.544 70 75 77 rBV6 13492 23195 1.29% 0.173%
6 2.215 181 185 193 rVB4 16658 36016 2.00% 0.268%
7 2.380 208 212 223 rVB 31228 54048 3.00% 0.403%
8 2.538 231 238 245 rBV 14028 26382 1.47% 0.197%
9 5.391 694 706 722 rBV 223076 646047 35.88% 4.812%
106 5.556 722 733 748 rVB 374332 1064055 59.10% 7.926%
11 5.958 787 799 817 rBV 220943 591474 32.85% 4.406%
12 6.641 991 911 920 rBV2 29312 75662 4.20% 0.564%
13 6.763 922 931 947 rVB 555004 1344204 74.66% 10.012%
14 6.958 956 963 976 rBV2 20240 51871 2.88% 0.386%
15 7.963 1113 1118 1131 rVB 22988 46551 2.59% 0.347%
16 8.653 1233 1241 1249 rBV 1166786 1800426 100.00% 13.410%
17 8.805 1261 1266 1273 rBV 22095 36948 2.05% 0.275%
18 9.244 1333 1338 1347 rBV 57298 88350 4.91% 0.658%
19 9.445 1364 1371 1379 rBV 15956 28014 1.56% 0.209%
20 9.835 1431 1435 1442 rVB 19419 26524 1.47% 0.198%
21 9.945 1446 1453 1461 rBvV 56573 82511 4.58% 0.615%
22 10.055 1461 1471 1484 rBV 1232718 1616185 89.77% 12.038%
23 10.213 1489 1497 1503 rBV 28025 45504 2.53% 0.339%
24 10.274 1503 1507 1511 rBV2 16773 22557 1.25% 0.168%
25 10.872 1598 1605 1615 rBvV3 25852 71051 3.95% ©.529%
26 11.085 1633 1640 1650 rVV 985480 1297889 72.09% 9.667%
27 11.238 1660 1665 1669 rBv2 13841 22900 1.27% 0.171%
28 11.463 1698 1702 1709 rVB 26885 41737  2.32% 0.311%
29 11.750 1744 1749 1754 rBV2 45904 60100 3.34% 0.448%
30 11.908 1767 1775 1780 rBV4 13003 23670 1.31% 0.176%
31 11.975 1780 1786 1789 rBV 203937 268384 14.91%  1.999%
32 12.024 1789 1794 1801 rVB 1262303 1512537 84.01% 11.266%
33 12.122 1806 1810 1820 rVB2 20905 37100 2.06% 0.276%
34 12.359 1839 1849 1857 rVB 59478 111401 6.19% ©0.830%
35 12.920 1934 1941 1944 rBV7 10643 19994 1.11% 0.149%
36 12.993 1950 1953 1954 rBV 19714 18545 1.03% 0.138%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031622\
Data File : VX027474.D

Acqg On : 16 Mar 2022 16:27
Operator : JC/MD

Sample : N1950-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 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\82X030822W.M
Title : SW846 8260
37 13.061 1960 1964 1967 rBV 46025 58153 3.23% 0.433%
38 13.134 1971 1976 1980 rvB3 22358 31117 1.73% 0.232%
39 13.201 1983 1987 1991 rBv2 17907 24088 1.34% 0.179%
40 13.304 1999 2004 2009 rVB5 28630 55100 3.06% 0.410%
41 13.378 2012 2016 2020 rBV3 21725 34959 1.94% 0.260%
42 13.426 2020 2024 2030 rVB 35434 49806 2.77% 0.371%
43 13.481 2030 2033 2040 rVB3 11932 21481 1.19% 0.160%
44 13.585 2047 2050 2053 rBV3 16895 27614 1.53% 0.206%
45 13.621 2053 2056 2061 rVB 24680 36260 2.01% 0.270%
46 13.695 2066 2068 2072 rVB2 18126 20128 1.12% 0.150%
47 13.804 2079 2086 2091 rBV6 9797 25364 1.41% 0.189%
48 14.225 2150 2155 2158 rBV5 16209 29456 1.64% 0.219%
49 14.329 2168 2172 2183 rBV 58037 124027 6.89% 0.924%
50 14.530 2201 2205 2207 rBV 89250 111073 6.17% 0.827%
51 14.566 2207 2211 2221 rVB 170278 292638 16.25% 2.180%
52 14.719 2233 2236 2240 rVB3 40033 51098 2.84% 0.381%
53 14.792 2245 2248 2250 rVV 22985 30076 1.67% 0.224%
54 14.829 2250 2254 2262 rVV2 118589 199183 11.06%  1.484%
55 14.908 2263 2267 2270 rVV 61267 97383 5.41% 0.725%
56 14.957 2271 2275 2279 rVV2 150056 239494 13.30% 1.784%
57 14.993 2279 2281 2287 rVB 51113 63022 3.50% 0.469%
58 15.146 2300 2306 2317 rBV2 164657 360104 20.00%  2.682%
59 15.292 2323 2330 2334 rBv2 57461 107226 5.96% 0.799%

Sum of corrected areas: 13425591
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N1950-08
: 5.0mL/MSVOA_X/WATER
14

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031622\

: VX027474.D
: 16 Mar 2022 16:27

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X030822W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031622\
Data File : VX027474.D

Acqg On : 16 Mar 2022 16:27
Operator : JC/MD

Sample : N1950-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X030822W.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 Phenol, 4-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.566 9.67 ug/l 292638 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-propyl- 136 CS9H120 000645-56-7 80
2 Phenol, 2-propyl- 136 CS9H120 000644-35-9 72
3 1,3-Cyclopentadiene, 5,5-dimethy... 136 C10OH16 1000163-57-1 50
4 Hydrazine, 1-ethyl-2-phenyl- 136 C8H12N2 000622-82-2 37
5 Benzenemethanol, .alpha.-2-cyclo... 188 C13H160 005723-89-7 33

Abundance Scan 2211 (14.566 min): VX027474.D\data.ms (-2207) (- m/z 107.05 100.00%

107.1
5000
136.1
77.0 LN ‘
390 14.50
Ol et e b 168D 2102 s 136,05 27.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18823: Phenol, 4-propyl-
107.0
5000 — :
14.50
770 136.0 m/z 108.10  22.99%
015'0\39.0‘\\\ L I L ‘ A
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18820: Phenol, 2-propyl-
107.0
1
14.50
5000 ITI/Z 77 .00 16.63%
136.0
77.0
39.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18184: 1,3-Cyclopentadiene, 5,5-dimethyl-1-propyl- = ‘
107.0 14.50
m/z 39.05 4.15%
5000
79.0 136.0
29.0 ‘ ‘
) M L N N S -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031622\
Data File : VX027474.D

Acqg On : 16 Mar 2022 16:27
Operator : JC/MD

Sample : N1950-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X030822W.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 Phenol, p-tert-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.829 6.58 ug/1 199183 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 93
2 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 90
3 Phenol, 2-(1,1-dimethylethyl)- 150 C1@H140 000088-18-6 72
4 Phenol, 2-methyl-5-(1-methylethyl)- 150 C10H140 000499-75-2 72
5 Hexestrol 270 C18H2202 000084-16-2 53

Abundance Scan 2254 (14.829 min): VX027474.D\data.ms (-2250) (- m/z 135.05 100.00%

135.1
5000
107.1
= —
39.0 77.0 ‘ 14.50 15.00
Ol et bbbl B60L 1982 7 197 @5 29.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27474: Phenol, p-tert-butyl-
135.0
5000 — —=
107.0 14.50 15.00
m/z 150.05 20.51%
40 770
O \1\5\‘0\‘\\\“‘\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\!‘\\‘\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27479: Phenol, m-tert-butyl-
135.0
=5 ——
14.50 15.00
5000 ITI/Z 91.05 9.97%
107.0
41.0 77.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27544: Phenol, 2-(1,1-dimethylethyl)- — ——
107.0 135.0 14.50 15.00
m/z 136.05 9.81%
5000
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031622\
Data File : VX@27474.D

Acqg On : 16 Mar 2022 16:27

Operator JC/MD

Sample : N1950-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X030822W.M
. 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 Phenol, 4-(1-methylpropyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.957 7.92 ug/1 239494  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1-methylpropyl)- 150 C1eH140 000099-71-8 91
2 Phenol, 2-(1-methylpropyl)- 150 C1eH140 000089-72-5 86
3 2-Methyl-4-propylphenol 150 C1eH140 018441-56-0 80
4 2-Methyl-6-propylphenol 150 C10H140 003520-52-3 78
5 Fenobucarb 207 C12H17NO2 003766-81-2 78

Abundance Scan 2275 (14.957 min): VX027474.D\data.ms (-2271) (-

m/z 121.10 100.00%

121.1
5000
91.0 igod
0] p“ L }5‘#‘21‘8‘1.‘0‘ 283 n/z 150.15  18.69%
miz--> 50 100 150 200 250
Abundance #27505: Phenol, 4-(1-methylpropyl)-
121.0
5000 1
15.00
m/z 107.10  13.25%
39.0 77.0
O ‘\‘.“‘\“\‘\ \““‘\!‘\‘]\-5‘1‘1.\0\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #27514: Phenol, 2-(1-methylpropyl)-
121.0
— =
15.00
5000 ITI/Z 91.05 10.92%
77.0
0 39.0 ‘ “‘ 151.0
\\‘\ ‘\ “\‘\\\“\‘\\‘\“\\ \‘\ \‘\\\
m/z--> 50 100 150 200 250
Abundance #27483: 2-Methyl-4-propylphenol ——
121.0 15.00
m/z 77.00 10.36%
5000
71.0
30 1| sto
0= \\“i‘“\“\h\\““\\‘\\“\\ T T L —
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031622\
Data File : VX027474.D

Acqg On : 16 Mar 2022 16:27
Operator : JC/MD

Sample : N1950-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X030822W.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 Phenol, 2-(1-methylpropyl)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.146  11.90 ug/l 360104 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1-methylpropyl)- 156 C1eH140 000099-71-8 52
2 Phenol, 2-(1-methylpropyl)- 150 C1eH140 000089-72-5 52
3 4-Pyridinamine, N,N-dimethyl- 122 C7H1eN2 001122-58-3 43
4 Phenol, 4-ethyl-3-methyl- 136 C9H120 001123-94-0 41
5 Phenol, 2-ethyl-4-methyl- 136 CS9H120 003855-26-3 38

Abundance Scan 2306 (15.146 min): VX027474.D\data.ms (-2300) (- m/z 121.10 100.00%

121.1
5000
91.1
T =
ob i il ST 2092 28LE /s 197,10 66.20%
miz--> 50 100 150 200 250
Abundance #27513: Phenol, 4-(1-methylpropyl)-
121.0
5000 o e
15.00 15.50
m/z 150.05 52.82%
77.
390 1) | | asho
O T T T \ ‘H\‘\ T \‘ \‘\ ‘ T T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #27504: Phenol, 2-(1-methylpropyl)-
121.0
e o
15.00 15.50
5000 m/z 135.05 37.49%
\ | H 151.0
oHH_HJ e
miz--> 50 100 150 200 250
Abundance #11219: 4-Pyridinamine, N,N-dimethyl- — —
121.0 15.00 15.50
m/z 91.10 28.04%
5000
51.0
miz--> 50 100 150 200 250 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031622\
Data File : VX027474.D

Acqg On : 16 Mar 2022 16:27
Operator : JC/MD

Sample : N1950-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X030822W.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|
Phenol, 4-propyl- 14.566 9.7 ug/l 292638 4 12.024 1512540 50.0
Phenol, p-tert-... 14.829 6.6 ug/l 199183 4 12.024 1512540 50.0
Phenol, 4-(1-me... 14.957 7.9 ug/l 239494 4 12.024 1512540 50.0
Phenol, 2-(1-me... 15.146 11.9 ug/l 360104 4 12.024 1512540 50.0
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