LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031622\
Data File : VX027473.D

Acqg On : 16 Mar 2022 16:03
Operator : JC/MD

Sample : N1950-10RE

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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@27473.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.313 31 37 39 rBV5 26471 58745 2.75% 0.236%
2 1.563 70 78 83 rvB6 20480 51075 2.39% 0.206%
3 2.057 154 159 168 rBV 147878 233813 10.94% 0.941%
4 2.538 230 238 244 rBV 31972 61155 2.86% 0.246%
5 5.391 694 706 721 rBV2 217502 634873 29.71%  2.555%
6 5.556 721 733 750 rVB 370739 1046898 48.99% 4.214%
7 5.958 788 799 821 rBV 217005 589164 27.57% 2.371%
8 6.763 920 931 946 rBV 545523 1319967 61.77% 5.313%
9 8.653 1234 1241 1249 rBV 1122716 1758550 82.29% 7.078%
10 10.055 1464 1471 1485 rBV 1195108 1571233 73.52% 6.324%
11 10.403 1523 1528 1536 rBV 31388 45701 2.14% 0.184%
12 10.647 1562 1568 1575 rBV 31885 45331 2.12% 0.182%
13 11.085 1634 1640 1646 rBV 961456 1235374 57.81% 4.973%
14 11.573 1714 1720 1724 rBV2 28327 37063 1.73% 0.149%
15 12.024 1788 1794 1801 rBV 1234631 1493322 69.88% 6.011%
16 12.091 1801 1805 1813 rVB 16476 25151 1.18% 0.101%
17 12.219 1821 1826 1828 rBV 41204 53032 2.48% 0.213%
18 12.244 1828 1830 1838 rVV2 28616 41353 1.94% 0.166%
19 12.701 1901 1905 1913 rVB2 19895 31822 1.49% 0.128%
20 12.927 1933 1942 1945 rBV2 19807 37660 1.76% 0.152%
21 13.170 1978 1982 1993 rVB 32657 53829 2.52% 0.217%
22 13.292 1998 2002 2008 rVB2 78074 106364 4.98% 0.428%
23 13.420 2020 2023 2028 rVB 23852 30629 1.43% 0.123%
24 13.548 2040 2044 2046 rBV 20857 25971 1.22% 0.105%
25 13.585 2046 2050 2054 rBV3 36816 46606 2.18% 0.188%
26 13.658 2056 2062 2070 rVB3 96114 168780 7.90% 0.679%
27 13.780 2079 2082 2090 rVB2 11934 23628 1.11% 0.095%
28 13.896 2090 2101 2105 rBvV2 194138 525853 24.61% 2.117%
29 14.079 2127 2131 2132 rBV 52055 62721 2.93% 0.252%
30 14.103 2132 2135 2142 rVB 56816 75768 3.55% 0.305%
31 14.219 2148 2154 2158 rBV4 239900 407526 19.07% 1.640%
32 14.250 2158 2159 2167 rVB 83029 87843 4.11% 0.354%
33 14.329 2167 2172 2185 rBV 673586 1330210 62.24% 5.3547%
34 14.481 2192 2197 2200 rBV3 50713 67991 3.18% 0.274%

3.

35 14.530 2200 2205 2207 rBV 748735 946421 44.29%

36 14.560 2207 2216 2221 rVB 1338435 2137074 100.00%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031622\
Data File : VX027473.D

Acqg On : 16 Mar 2022 16:03
Operator : JC/MD

Sample : N1950-10RE

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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 14.719 2231 2236 2241 rBV2 335677 471231 22.05% 1.897%
38 14.786 2241 2247 2250 rVV2 458890 801080 37.48%  3.224%
39 14.823 2250 2253 2262 rVv2 753281 1238079 57.93% 4.983%
40 14.908 2262 2267 2270 rW 364692 595015 27.84% 2.395%
41 14.957 2271 2275 2279 rVWW 773137 1253628 58.66% 5.046%
42 14.993 2279 2281 2291 rVB 312004 404542 18.93% 1.628%
43 15.085 2291 2296 2299 rBvV2 66110 105947 4.96% 0.426%
44 15.146 2299 2306 2316 rVV3 576908 1240286 58.04% 4.992%
45 15.225 2317 2319 2322 rVB 34034 34999 1.64% 0.141%
46 15.268 2322 2326 2328 rBV 78999 116475 5.45% 0.469%
47 15.292 2328 2330 2334 rVV 103419 129761 6.97% ©.522%
48 15.329 2334 2336 2342 rVB3 37783 71302 3.34% 0.287%
49 15.475 2355 2360 2364 rBvV2 219967 382598 17.90% 1.540%
50 15.579 2373 2377 2378 rBV3 28565 38511 1.80% ©.155%
51 15.615 2378 2383 2386 rVV 309467 459122 21.48% 1.848%
52 15.652 2386 2389 2396 rVB 172704 254335 11.90% 1.024%
53 15.737 2398 2403 2408 rBV3 30207 51392 2.40% 0.207%
54 15.835 2409 2419 2425 rBV6 91614 278155 13.02% 1.120%
55 15.987 2439 2444 2453 rVB2 52829 104701 4.90% 0.421%
56 16.328 2494 2500 2512 rVB3 83601 198741 9.30% ©.800%
57 16.481 2520 2525 2530 rBV5 11098 23095 1.08% ©.093%
58 16.542 2530 2535 2539 rBV6 9591 22464 1.05% ©.090%
59 16.597 2540 2544 2550 rVB 27693 47025 2.20% 0.189%
60 16.658 2550 2554 2559 rBV2 21657 53107 2.49% 0.214%
Sum of corrected areas: 24844087
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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: N1950-10RE
: 5.0mL/MSVOA_X/WATER
. 13

LSC Report - Integrated Chromatogram

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

: VX027473.D
: 16 Mar 2022 16:03

JC/MD

Sample Multiplier: 1

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

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

TIC: VX027473.D\data.ms

5.556

5.391 5.958

2.057
1.313 1.563 2.538

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
TIC: VX027473.D\data.ms

10.055
8.653

11.085

6.763

10.40310.647

0
Time-->
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1400000
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1000000

800000

600000
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200000

Time-->

82X030822W.M

=
8.00 8.50 9.00 9.50 10.50 11.00

TIC: VX027473.D\data.ms
14.

560
12.024

573 JL&&,@& 12. 70112 92713 1%994
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Thu Mar 17 12:08:38 2022 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031622\
Data File : VX027473.D

Acqg On : 16 Mar 2022 16:03
Operator : JC/MD

Sample : N1950-10RE

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  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, 3-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.896 17.61 ug/1l 525853 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-ethyl- 122 C8H100 000620-17-7 97
2 Phenol, 4-ethyl- 122 C8H100 000123-07-9 91
3 Phenol, 2-ethyl- 122 C8H100 000090-00-6 91
4 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 78
5 Silane, 1,3-butadiynyltrimethyl- 122 C7H1eSi 004526-06-1 59
Abundance Scan 2101 (13.896 min): VX027473.D\data.ms (-2090) (-  m/z 107.05 100.00%
107.1
5000
77.0
39.0 13.50 14.00
Ol A A8 2070 /7 192,05 41.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11301: Phenol, 3-ethyl-
107.0
5000 - =,
13.50 14.00
77.0 m/z 77.00  22.46%
39.0
O\1\5\.(‘)\‘\\\““\\““‘\“\“\\\“‘\\U\“\1\\‘H\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11294: Phenol, 4-ethyl-
107.0
=4 P
13.50 14.00
5000 m/z 108.00 7.34%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11305: Phenol, 2-ethyl- P —
107.0 13.50 14.00
m/z 38.95 7.09%
5000
77.0
39.0
A Y R T A A — el A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

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

Data File : VX@27473.D

Acqg On : 16 Mar 2022 16:03
Operator : JC/MD

Sample : N1950-10RE

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  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, 4-ethyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.329 44.54 ug/1 1330210 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-ethyl-3-methyl- 136 CS9H120 001123-94-0 91
2 p-Cumenol 136 C9H120 000099-89-8 91
3 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 91
4 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 90
5 Benzene, 1l-ethyl-4-methoxy- 136 CS9H120 001515-95-3 90
Abundance Scan 2172 (14.329 min): VX027473.D\data.ms (-2167) (- m/z 121.05 100.00%
121.1
P —
301 ‘91"0 1400 14.50
Ol b b bl A80L 2071 28l n/z 136.05  29.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18876: Phenol, 4-ethyl-3-methyl-
121.0
5000 r— —f
14.00 14.50
m/z 91.05 14.78%
39.0 77‘-0‘
0 ‘\\\\‘i“\\‘hh\“\‘\HH‘HV\“\“H‘\i‘\‘\\‘\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #18804: p-Cumenol
121.0
L =
14.00 14.50
5000 m/z 77.10 13.31%
8.0 770‘
ot e e e e
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #18878: Phenol, 2-ethyl-5-methyl- — —
121.0 14.00 14.50
m/z 122.10 9.28%
5000
39.0 ‘91‘-0
0 ‘\‘1‘”“1‘”“1‘\“\“\u“‘m‘\‘w‘u‘w“um“\m‘mwm‘mWm‘mwm‘u

m/z--> 20 40 60 80 100120140160180200220 240260280
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031622\
Data File : VX027473.D

Acqg On : 16 Mar 2022 16:03
Operator : JC/MD

Sample : N1950-10RE

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  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 3 Phenol, 3-ethyl-5-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.530  31.69 ug/l 946421 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-ethyl-5-methyl- 136 CS9H120 000698-71-5 94
2 Phenol, 2-ethyl-4-methyl- 136 C9H120 003855-26-3 91
3 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 90
4 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C10H16 000099-86-5 86
5 Phenol, 2-ethyl-5-methyl- 136 CS9H120 001687-61-2 86

Abundance Scan 2205 (14.530 min): VX027473.D\data.ms (-2200) (- m/z 121.10 100.00%

121.1
5000
91.1 1 1
14.50
39.0 65.0 ‘
Ol ot b il 42500 2070y ss 136,05 44.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18887: Phenol, 3-ethyl-5-methyl-
121.0
5000
14.50
91.0 %
39.0 . ‘ m/z 91.10 19.48%
O\]-\5\‘0\‘\\\“‘\\“\“\“\‘H\\\‘H‘\\}‘\“\H\\“\\\‘f“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18879: Phenol, 2-ethyl-4-methyl-
121.0
T 7
14.50
5000 ITI/Z 77.10 16.76%
91.0
S TV N R 0 W NR—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18875: Phenol, 2-ethyl-6-methyl- ——
121.0 14.50
m/z 107.10 11.28%
5000
77.0
39.0 ‘
RO N
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\VX031622\
Data File : VX027473.D

Acqg On : 16 Mar 2022 16:03
Operator : JC/MD

Sample : N1950-10RE

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  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-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.560  71.55 ug/1 2137070  1,4-Dichlorobenzene-d4 12.024

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phenol, 2-propyl- 136 CS9H120 000644-35-9 74

2 Phenol, 4-propyl- 136 C9H120 000645-56-7 74

3 1,3-Cyclopentadiene, 5,5-dimethy... 136 C10OH16 1000163-57-1 43
4 Phenol, 4-ethyl- 122 C8H100 000123-07-9 42

5 o-Toluidine 107 C7HSN 000095-53-4 33
Abundance Scan 2210 (14.560 min): VX027473.D\data.ms (-2207) (- 107.10 100.00%

107.1
5000
s 14.50
39.1 137.1
o‘H‘HH\m,mH‘wu_ B ARl RO S— 2 8 136.05  26.84%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18815: Phenol, 2-propyl-
107.0
5000
14.50
136.0

m/z 108.10  25.62%

77.0
© |,
\H‘\‘\\\‘\\‘\‘\"\‘\H“\\‘H‘H\\‘H\\“\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18816: Phenol, 4-propyl-
107.0

o

1450
5000 77.10  18.19%
136.0
390 /70 ‘
0 S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18184: 1,3-Cyclopentadiene, 5,5-dimethyl-1-propyl-
107.0 1450

39.10 5.00%

5000
136.0
29.0 ‘ ‘ ‘
ol LA

m/z--> 20 40 60 80 100120140160180200220240260280 1450
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031622\
Data File : VX027473.D

Acqg On : 16 Mar 2022 16:03
Operator : JC/MD

Sample : N1950-10RE

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  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 5 2,5-Diethylphenol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.719 15.78 ug/1 471231  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Diethylphenol 150 C10H140 000876-20-0 86
2 Phenol, 2-methyl-5-(1-methylethyl)- 158 C1@H140 000499-75-2 81
3 Phenol, 2,3,5,6-tetramethyl- 150 C1eH140 000527-35-5 72
4 4-Hydroxy-2-methylacetophenone 150 C9H1002 000875-59-2 68
5 Thymol 150 C10H140 000089-83-8 64

Abundance Scan 2236 (14.719 min): VX027473.D\data.ms (-2231) (- m/z 135.05 100.00%

135.1
5000
91.1 —ph —=
510 ‘ ‘ ‘ ‘ ' 14.50 15.00
Ol el 4 1742 2079 281 p/7 150,15 26.71%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27461: 2,5-Diethylphenol
135.0
5000 —"5 —
14.50 15.00
91.0 m/z 121.5  25.75%
39.0 ‘ ‘
O\H‘H\\““\‘\“}H\"‘\L‘\\H\L“\\‘”\“\“MM‘H‘\“!‘\\”H‘\H\’\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27581: Phenol, 2-methyl-5-(1-methylethyl)-
135.0
—— —
14.50 15.00
5000 ITI/Z 91.10 22.18%
91.0
39.0 ‘
0\m‘\‘m\“‘uN‘l‘u,\‘uu““\\m‘w“;\‘\“‘um‘\H\\‘\u\,\\u‘\m‘\m‘\m‘\m‘u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27520: Phenol, 2,3,5,6-tetramethyl- = ——
135.0 14.50 15.00
m/z 136.05 19.99%
5000
91.0
AT
Ol ekt bbbt e e e — ~——
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\VX031622\
Data File : VX027473.D

Acqg On : 16 Mar 2022 16:03
Operator : JC/MD

Sample : N1950-10RE

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  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 6 1,4-Methanonaphthalene, 1,4... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.786  26.82 ug/l 801080 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 78
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 64
5 2-Methyl-6-propylphenol 150 C10H140 003520-52-3 25
Abundance Scan 2247 (14.786 min): VX027473.D\data.ms (-2241) (- m/z 142.05 100.00%
142.1
121.1
5000
91.0 — —
390 63.0 ‘ ‘ | ‘ 1729 208.2 14.50 15.00
L - RMEL L m/z 141.85 90.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 —— —
115.0 14.50 15.00
m/z 121.10  80.85%
O‘\\\3\9“.(\)\”\\‘6‘:3\:?‘\”\‘8\3.\()\‘\\\‘}’\\\\‘i‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
— —
14.50 15.00
5000 m/z 115.10 35.16%
115.0
ol 00 0020 W
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- ~— —=
141.0 14.50 15.00

m/z 150.05 19.19%

5000 115.0

=

39.0 630 ggp ‘

) Y PRV ISR W R —— DVIPLAR
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\VX031622\
Data File : VX027473.D

Acqg On : 16 Mar 2022 16:03
Operator : JC/MD

Sample : N1950-10RE

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  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 7 Phenol, m-tert-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.823  41.45 ug/1 1238080 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 87
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 87
3 3-Methyl-4-isopropylphenol 150 C1@H140 003228-02-2 81
4 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 72
5 o-Isopropylanisole 150 C10H140 002944-47-0 72

Abundance Scan 2253 (14.823 min): VX027473.D\data.ms (-2250) (- m/z 135.05 100.00%

135.1
5000
— —=
201 91‘-1 ‘ ‘ 1450 15.00
Ol btk b 1739 2081 2810 ) 156,05 24.05%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27479: Phenol, m-tert-butyl-
135.0
5000 = —
14.50 15.00
21.0 95.0 m/z 107.05 20.74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27475: Phenol, p-tert-butyl-
135.0
= —
14.50 15.00
5000 m/z 91.10 13.02%
41.0
‘ 95.0
0\u‘\L‘\HL\H‘i‘\,“;“m\“‘,\\‘N‘\‘Hu‘ium‘u‘u\‘\u\,\u\,HHWHWHWHW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27496:3—Methyh4450pr0prhenol - —
135.0 14.50 15.00
m/z 136.05 10.92%
5000
91.0
39.0 ‘
A AP 0 — L _—
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\VX031622\
Data File : VX027473.D

Acqg On : 16 Mar 2022 16:03
Operator : JC/MD

Sample : N1950-10RE

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  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 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 8 Phenol, 2-(1,1-dimethylethyl)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.908 19.92 ug/l 595015 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1,1-dimethylethyl)- 156 C1eH140 000088-18-6 83
2 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 53
3 Phenol, 2-butyl- 150 C1eH140 003180-09-4 53
4 3-Methoxyacetophenone 150 C9H1002 000586-37-8 52
5 Benzene, 1l-methoxy-4-(1-methylet... 150 C1@H140 004132-48-3 50

Abundance Scan 2267 (14.908 min): VX027473.D\data.ms (-2262) (- m/z 107.10 100.00%

107.1
5000 150.1
77.1
=
391 ‘\ ‘ n 191.0 281.( 1500
Ol bl bl 1920 2810y, 135 95 89.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27537: Phenol, 2-(1,1-dimethylethyl)-
135.0
5000 T
15.00
m/z 150.05 51.31%
410 910 /
O\H‘\‘f‘\\U\\“\‘\"\“\H““\\“\“\‘\1\‘MH\!‘\\‘\\’\H\’\\H‘HH‘H\\‘\H\‘\H\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #28418: Ethanone, 1-(2-hydroxy-5-methylphenyl)-
135.0
—
15.00
5000 ITI/Z 77.10 26.82%
430 7.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27452: Phenol, 2-butyl- —
107.0 15.00
m/z 91.10 25.25%
5000
150.0
77.0
39.0 | ‘
O Lerrprreetrrtr bbb e e 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\VX031622\
Data File : VX027473.D

Acqg On : 16 Mar 2022 16:03
Operator : JC/MD

Sample : N1950-10RE

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  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 9 Phenol, 2-(1-methylpropyl)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.957 41.97 ug/1 1253630 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1-methylpropyl)- 150 C1eH140 000089-72-5 91
2 Phenol, 4-(1-methylpropyl)- 150 C10H140 P0P099-71-8 91
3 2-Methyl-4-propylphenol 150 C1eH140 018441-56-0 80
4 2-Methyl-6-propylphenol 150 C10H140 003520-52-3 78
5 Benzene, 1-methoxy-4-propyl- 150 C10H140 000104-45-0 78

Abundance Scan 2275 (14.957 min): VX027473.D\data.ms (-2271) (- m/z 121.10 100.00%

121.1
5000
150.1 isbd
39.0 :
e e R e e e 2200 m/z 150.85  18.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27516: Phenol, 2-(1-methylpropyl)-
121.0
5000 T
15.00
150.0 m/z 77.10 10.52%
77.0 ’
O\\‘27\.9\“\5%\:9“\‘\\\“‘\\‘\‘\“\‘\\‘f“\\\\‘\\“\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27511: Phenol, 4-(1-methylpropyl)-
121.0
e
15.00
5000 ITI/Z 91.10 10.47%
150.0
w0 0
o RS A TSSO A M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27483: 2-Methyl-4-propylphenol ——
121.0 15.00
m/z 122.10 9.42%
5000
150.0
39.0 71.0
N TR " AN NN NS SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031622\
Data File : VX027473.D

Acqg On : 16 Mar 2022 16:03
Operator : JC/MD

Sample : N1950-10RE

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  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 10 unknownl5.146 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.146  41.53 ug/1 1240290 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-6-propylphenol 150 C10H140 003520-52-3 49
2 Phenol, 2-(1-methylpropyl)- 150 C1eH140 000089-72-5 47
3 Benzo(b)thiophene-3-0l 150 C8H60S 000520-72-9 47
4 4-Pyridinamine, N,N-dimethyl- 122 C7H1ON2 001122-58-3 43
5 25B-NBOMe 379 C18H22BrNO3 1026511-90-9 43

Abundance Scan 2306 (15.146 min): VX027473.D\data.ms (-2299) (- m/z 121.10 100.00%

121.1
150.2
5000
91.1
— —
39.1 650 ‘ ‘ ‘ 15.00 15.50
Ol ettt b 272 2071 s 122,10 63.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27484: 2-Methyl-6-propylphenol
121.0
5000 S ——
15.00 15.50
770 150.0 m/z 150.15 56.15%
0 27.0 \\517\0 i ‘\ ‘\ L ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27514: Phenol, 2-(1-methylpropyl)-
121.0
—r =
15.00 15.50
5000 m/z 135.05  43.81%
150.0
77.0
0 17'0\ 39\0 L L ‘\ ‘ L ‘ L L
A RARR eSS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28235: Benzo(b)thiophene-3-ol e ==
121.0 150.0 15.00 15.50
m/z 91.10 27.32%
B | | M
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031622\
Data File : VX027473.D

Acqg On : 16 Mar 2022 16:03
Operator : JC/MD

Sample : N1950-10RE

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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, 3-ethyl- 13.896 17.6 ug/l 525853 4 12.024 1493320 50.0
Phenol, 4-ethyl... 14.329 44.5 ug/l 1330210 4 12.024 1493320 50.0
Phenol, 3-ethyl... 14.530 31.7 wug/l 946421 4 12.024 1493320 50.0
Phenol, 2-propyl- 14.560 71.5 wug/l 2137070 4 12.024 1493320 50.0
2,5-Diethylphenol 14.719 15.8 ug/l 471231 4 12.024 1493320 50.0
1,4-Methanonaph... 14.786 26.8 ug/l 801080 4 12.024 1493320 50.0
Phenol, m-tert-... 14.823 41.5 wug/l 1238080 4 12.024 1493320 50.0
Phenol, 2-(1,1-... 14.908 19.9 ug/l 595015 4 12.024 1493320 50.0
Phenol, 2-(1-me... 14.957 42.0 ug/l 1253630 4 12.024 1493320 50.0
unknown15.146 15.146 41.5 ug/l 1240290 4 12.024 1493320 50.0
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