LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012722\
Data File : VX026588.D

Acqg On : 26 Jan 2022 12:47
Operator : JC/MD

Sample : N1217-04 1600X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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\82X011122W.M

Title : SW846 8260

Signal : TIC: VX@26588.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.391 694 706 721 rBvV2 81274 233426 11.01% 2.093%
2 5.556 721 733 749 rVB 145789 407766 19.23% 3.655%
3 5.958 787 799 816 rBV 90202 240585 11.35% 2.157%
4 6.763 921 931 945 rBV 224827 529529 24.97% 4.747%
5 8.653 1233 1241 1250 rBV 443949 704318 33.21% 6.314%
6 10.055 1465 1471 1481 rBV 442219 589277 27.79% 5.282%
7 11.079 1634 1639 1650 rBV 323621 423929 19.99%  3.800%
8 12.024 1788 1794 1802 rBV 433431 524965 24.76% 4.706%
9 13.256 1992 1996 1999 rBV2 17904 25332 1.19% 0.227%
10 13.292 1999 2002 2007 rVV4 15647 25945 1.22% 0.233%
11 13.432 2022 2025 2034 rVB4 15572 31201 1.47% ©.280%
12 13.536 2034 2042 2045 rBV4 13872 36971 1.74% 0.331%
13 13.579 2045 2049 2055 rBV3 23451 46006 2.17% 0.412%
14 13.865 2088 2096 2100 rVB3 29119 64951 3.06% ©.582%
15 13.932 2100 2107 2112 rBV4 35917 91126 4.30% 0.817%
16 13.981 2112 2115 2117 rVV3 14971 22152 1.04% 0.199%
17 14.024 2117 2122 2125 rVB4 15018 31142 1.47% 0.279%
18 14.067 2125 2129 2134 rBV4 26134 44044  2.08% ©.395%
19 14.164 2142 2145 2150 rBV4 18386 24335 1.15% 0.218%
20 14.219 2150 2154 2159 rBV2 66062 112593 5.31% 1.009%
21 14.323 2167 2171 2176 rVB3 27036 44799  2.11% 0.402%
22 14.377 2176 2180 2183 rBV2 30935 34992 1.65% 0.314%
23 14.420 2183 2187 2193 rVB5 32933 61058 2.88% 0.547%
24 14.487 2193 2198 2204 rBV7 57268 125910 5.94% 1.129%
25 14.548 2204 2208 2211 rBV2 63896 88061 4.15% 0©.789%
26 14.579 2211 2213 2216 rVB2 35945 41283 1.95% 0.370%
27 14.640 2216 2223 2226 rBV 195094 291371 13.74%  2.612%
28 14.670 2226 2228 2233 rVB3 50432 59765 2.82% 0.536%
29 14.725 2233 2237 2241 rBV4 42606 73601 3.47% 0.660%
30 14.780 2242 2246 2251 rBV2 177537 229193 10.81% 2.055%
31 14.853 2255 2258 2261 rBV2 40294 43165 2.04% 0.387%
32 14.890 2261 2264 2266 rBv2 22820 34651 1.63% 0.311%
33 14.981 2277 2279 2283 rVB2 38699 43703 2.06% 0.392%
34 15.048 2285 2290 2294 rBV4 52372 98455 4.64% ©.883%
35 15.127 2299 2303 2307 rVV5 40783 87776  4.14% 0.787%

36 15.182 2307 2312 2319 rW5 90822 229584 10.83% 2.058%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012722\
Data File : VX026588.D

Acqg On : 26 Jan 2022 12:47
Operator : JC/MD

Sample : N1217-04 1600X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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\82X011122W.M

Title : SW846 8260

37 15.255 2320 2324 2330 rVWW6 47847 108579 5.12% 0.973%
38 15.322 2331 2335 2339 rVW6 22927 48977 2.31% ©0.439%
39 15.377 2339 2344 2347 rVWV 164018 244824 11.54% 2.195%
40 15.408 2347 2349 2353 rVV 84776 92410 4.36% 0.828%
41 15.481 2353 2361 2367 rVV 237170 431755 20.36% 3.870%

42 15.566 2369 2375 2379 rVV 1436669 2120621 100.00% 19.010%

43 15.615 2379 2383 2386 rVV 306773 467568 22.05% 4.191%
44 15.652 2386 2389 2397 rVB 233199 360267 16.99% 3.230%
45 15.731 2398 2402 2408 rBV3 51415 107658 5.08% 0.965%
46 15.841 2413 2420 2430 rVB2 121961 337240 15.90% 3.023%
47 15.993 2440 2445 2456 rVB3 65256 150283 7.09% 1.347%
48 16.097 2456 2462 2469 rBV 166687 293000 13.82% 2.627%
49 16.267 2486 2490 2492 rBvV4 19448 32707 1.54% 0.293%
50 16.353 2500 2504 2512 rVwV 62403 113069 5.33% 1.014%
51 16.420 2513 2515 2519 rVB 22448 31186 1.47% 0.280%
52 16.475 2520 2524 2531 rVB4 30181 59471 2.80% 0.533%
53 16.560 2533 2538 2541 rBV 39323 72680 3.43% 0.652%
54 16.603 2541 2545 2550 rVwV 76541 145766 6.87% 1.307%
55 16.658 2550 2554 2564 rVB2 63457 140282 6.62% 1.258%
Sum of corrected areas: 11155303
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N1217-04 1600X
: 5.0mL/MSVOA_X/WATER
: 7 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012722\

: VX026588.D
: 26 Jan 2022 12:47

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011122W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: VX026588.D\data.ms

5.556
5.391 5.958

Time-->
Abundance

1400000

1200000

1000000

800000

600000

400000

200000

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: VX026588.D\data.ms

8.653 10.055

11.079
6.763

0
Time-->
Abundance

1400000

1200000

1000000

800000

600000

400000

200000

Time-->

I T
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
TIC: VX026588.D\data.ms

15.566

12.024

T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012722\
Data File : VX026588.D

Acqg On : 26 Jan 2022 12:47
Operator : JC/MD

Sample : N1217-04 1600X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011122W.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, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.640  27.75 ug/l 291371 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64

Abundance Scan 2223 (14.640 min): VX026588.D\data.ms (-2216) (- m/z 142.00 100.00%
149.0

-

5000
1151
—— —
14.50 15.00
39.1 63.0 890
O i M 76220720 141,05 86.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 —— ——
115.0 14.50 15.00
m/z 115.10 35.87%
39.0 539 890 I
O ‘\\\\“\\H\\“\‘\‘\H\‘\‘\\\‘\\\‘}’\\\\i\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
— —
14.50 15.00
m/z 143.05 11.16%
5000 115.0

30.0 930 890 I
1 1l Lo 1, 1 1

| n
R T R T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- e ——
141.0 14.50 15.00

m/z 139.00 10.69%

=

5000 115.0

—

30.0 630 ggp ‘

] Y DS BV s SR | R —— N
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\VX012722\
Data File : VX026588.D

Acqg On : 26 Jan 2022 12:47
Operator : JC/MD

Sample : N1217-04 1600X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011122W.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, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.780  21.83 ug/l 229193 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 93
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 87

Abundance Scan 2246 (14.780 min): VX026588[Ndmarns(2242)( m/z 142.05 100.00%

P.1
5000 115.1
—— —
39.1
Ot i L W 17239932 )14y 65 87.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 —— ——
115.0 14.50 15.00
m/z 115.10 38.62%
390 939 890 |
O ‘\\\\‘\\H\\“\\‘\H\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
e e
14.50 15.00
m/z 143.05 12.48%
5000 115.0
39.0 999 890 I
L 1l 1 1Ln L
R R R T e T R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- e ——
141.0 14.50 15.00
m/z 139.00 11.41%
5000 115.0
39.0 Gﬁo 89.0 ‘
Y IR N P S WA SPSVA V] WS

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\VX012722\
Data File : VX026588.D

Acqg On : 26 Jan 2022 12:47
Operator : JC/MD

Sample : N1217-04 1600X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011122W.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 Benzene, 1-(2-butenyl)-2,3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.182  21.87 ug/1 229584  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 64
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 64
3 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 62
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 58
5 Ethanone, 1-(2,3-dihydro-1H-inde... 160 C11H120 004228-10-8 50

Abundance Scan 2312 (15.182 min): VX026588.D\data.ms (-2307) (- m/z 145.05 100.00%

145.1
5000
— —
15.00 15.50
0" m/z 143.05 50.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0
5000 — ——
15.00 15.50
m/z 160.15 47.85%
91.0
150 390 65 | 115.0
OH\‘\.‘H‘H"‘\ \‘\‘\“i“m\‘”‘H‘H"H“Hw‘\ 1\M‘\H“‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
— —
15.00 15.50
5000 m/z 115.10 42.60%
115.0
91.0
39.0 65.0 ‘
BT Ml N 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36253: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl- — 7 —
145.0 15.00 15.50
m/z 129.05 37.52%
5000
15.0 39.0 770 1150
0\H‘\‘\‘M\"‘H‘\‘\“”\‘\\‘”‘H‘H’\‘H‘M\‘!H\\‘”1‘\\\“\\H‘HH‘HH L — L —
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\VX012722\
Data File : VX026588.D

Acqg On : 26 Jan 2022 12:47

Operator : JC/MD

Sample : N1217-04 1600X

Misc : 5.0mL/MSVOA_X/WATER
ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011122W.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 4 Naphthalene, 1-ethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.377  23.32 ug/1 244824  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 93
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 90
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 64

5 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 53

Abundance Scan 2344 (15.377 min): VX026588.D\data.ms (-2339) (- m/z 141.05 100.00%

141.1
5000
115.1
— i
174.2 15.00 15.50
39.1 G%Qth%l ol Ll gl 202.2 9
Obrrrprbi i bbb il gl 2022 7 156,10 44.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33122: Naphthalene, 1-ethyl-
141.0
5000 — A
15.00 15.50
115.0 m/z 115.10 30.48%
27.0 63.0 89.0 ‘ ‘ ‘
O\\\\‘\H\\“\\“\\“h\\“1“\\\\‘\\\\‘1“\‘\\“\\‘W\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33124: Naphthalene, 2-ethyl-
141.0
- B
15.00 15.50
5000 m/z 128.05 14.27%
115.0
27.0 510\76\0 ‘ Il ‘ ju
\\\\‘\\\\‘\\\\‘\\\\H‘\\\\‘\\\\‘\\\\‘\\\‘ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl- — ——
141.0 15.00 15.50
m/z 142.05 12.93%
5000
115.0
51.0
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\VX012722\
Data File : VX026588.D

Acqg On : 26 Jan 2022 12:47
Operator : JC/MD

Sample : N1217-04 1600X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011122W.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 Naphthalene, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.481 41.12 ug/1 431755 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 2361 (15.481 min): VX026588.D\data.ms (-2353) (- m/z 156.10 100.00%
156.1

o

5000
L
15.50
01 m/z 141.05 69.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
5000 T T

15.50
m/z 155.10  35.17%

115.0
\\\‘2\7\'\0\‘\5\17\.9“{\7\1“‘0\\\\‘\\\‘\’\‘1‘\\"‘\\M’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
i
15.50
5000 ITI/Z 128.05 17.82%
76.0 115.0
ol 20 o ol
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl- ——
156.0 15.50
m/z 115.10 17.60%
5000
115.0
270 S0, LA
O b ettt bl Ll e L
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012722\

Data File : VX026588.D

Acqg On : 26 Jan 2022 12:47
Operator : JC/MD

Sample : N1217-04 1600X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011122W.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 Phenol, 2,6-bis(1,1-dimethy...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.566 201.98 ug/1l 2120620 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
2 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220
3 2,4-Di-tert-butylphenol 206 C14H220
4 Ethyl 4-t-butylbenzoate 206 C13H1802
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220

Abundance Scan 2375 (15.566 min): VX026588.D\data.ms (-2369) (-

000128-39-2 98
005875-45-6 90
000096-76-4 90
005406-57-5 81
001138-52-9 81

m/z 191.15 100.00%

191.2
5000
571 91.1 13i1 163.2 ‘ 1550
0 H"H“W‘wmw‘mu‘N‘MM‘W_MNWuMH“H“H!w‘uH m/z 206.15  20.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82756: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 — :
15.50
57.0 o
131.0 m/z 57.10 18.39%
29.0 91.0 163.0
O \\\‘\\‘\\“\\\‘\i\\\‘\“\M\\‘\H\\‘\“\\‘\\‘\\\\“\\\\‘\\!\‘\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82759: Phenol, 2,5-bis(1,1-dimethylethyl)-
191.0
T T
15.50
5000 ITI/Z 131.05 18.01%
57.0
91.0 115.0
A T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82738: 2,4-Di-tert-butylphenol T ‘
191.0 15.50
m/z 163.15 14.67%
5000
57.0
ol 220, | A0 0010 | | i
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012722\
Data File : VX026588.D

Acqg On : 26 Jan 2022 12:47

Operator : JC/MD

Sample : N1217-04 1600X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title : SW846 8260

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

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011122W.M

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 Naphthalene, 2,3-dimethyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.615 44.53 ug/1 467568 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97

Abundance Scan 2383 (15.615 min): VX026588.D\data.ms (-2379) (-
156.1

m/z 156.10 100.00%

5000 b /
1151
76.1 15.50 16.00
51.1 ‘
0m"‘H“H‘H“‘lNU‘WH“""H‘l““\‘H‘M‘WH:‘L??(?MH m/z 141.05  86.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 s =
15.50 16.00
115.0 m/z 155.10 28.58%
20 51080, 11
0\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\‘\\\‘\\ ‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
15.50 16.00
5000 ITI/Z 115.10 19.38%
770 1150
510
obzo 0 d s Ll
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33162: Naphthalene, 1,6-dimethyl- T —
156.0 15.50 16.00
m/z 128.05 16.33%
) W\j\/\\%ﬂ
77.0 115.0
51.0
ol 20 i L M RS,
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00

82X011122W.M Fri Jan 28 12:15:33 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012722\
Data File : VX026588.D

Acqg On : 26 Jan 2022 12:47
Operator : JC/MD

Sample : N1217-04 1600X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011122W.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 Naphthalene, 2,7-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.652  34.31 ug/1 360267 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 94
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94

Abundance Scan 2389 (15.652 min): VX026588.D\data.ms (-2386) (- m/z 156.15 100.00%

156.2
5000
128.1
76.0
511 15.50 16.00
0 ‘H_Hm_uh‘“WU“uu‘lﬂ%‘o“w‘ w‘!“w““i”luh”“‘H‘J“‘l‘?‘c‘]l‘z‘uu m/z 141.05  68.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0
5000 L ESA =
15.50 16.00
m/z 155.10 35.01%
s1.0 70 128.0
I e A
0 \\\‘\\\\‘\\‘\\“\\\“\‘\‘\‘\\“\\\\‘\‘\‘\\i\\‘ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
15.50 16.00
5000 ITI/Z 128.05 18.86%
77.0 115.0
51.0
27.0
0 ‘H_Hu_w“‘1‘u”‘_Hw‘H‘wm!m\huw_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl- —— —
156.0 15.50 16.00
m/z 115.10 17.32%
5000
115.0
220500 10 Tl
O AR R B e AR RR R “‘ =
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012722\
Data File : VX026588.D

Acqg On : 26 Jan 2022 12:47
Operator : JC/MD

Sample : N1217-04 1600X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011122W.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 Naphthalene, 1,2-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.841  32.12 ug/1 337240 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94

Abundance Scan 2420 (15.841 min): VX026588.D\data.ms (-2413) (- m/z 156.10 100.00%
156.1

56
5000
6.1 115.1 T U
. 15.50 16.00
51.0 ‘ 186.2
0 m"Hu"m“‘1‘«“”“m‘m‘w‘u‘!u“ﬂwwwH_m_?‘l‘?-ﬁ m/z 141.05  85.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33151: Naphthalene, 1,2-dimethyl-
156.0
5000 o ==
15.50 16.00
260 115.0 m/z 155.10  30.02%
51.0 ’ ‘
0 \\\‘2\7\'\0\“\\“\\‘H\\HU“\\‘H‘\\\i‘\“l‘\\“‘\\‘m‘\\\\‘H\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
=5 =
15.50 16.00
5000 m/z 115.10 18.98%
115.0
28.0 69.0
0“W‘H‘_‘H‘H‘W‘H‘_‘ﬂwNMJﬁHM‘H‘W‘H‘_‘H“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33148: Naphthalene, 2,3-dimethyl- — —
156.0 15.50 16.00
m/z 128.05 15.79%
5000
76.0 115.0
280 >1.0, L4l
o+t e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00

82X011122W.M Fri Jan 28 12:15:35 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012722\

Data File : VX026588.D

Acqg On : 26 Jan 2022 12:47
Operator : JC/MD

Sample : N1217-04 1600X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011122W.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 Butylated Hydroxytoluene

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.097 27.91 ug/l 293660 1,4-Dichlorobenzene-dd  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 CisH20 060128-37-0 98
2 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 64

3 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240
4 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240
5 2H-1-Benzopyran, 6,7-dimethoxy-2... 220 C13H1603

Abundance Scan 2462 (16.097 min): VX026588.D\data.ms (-2456) (-
205.3

5000

143.1 167.1
571 91.1 115.1 ‘ ‘

0 H‘u‘”“!‘Mwwm
miz—> 20 40 60 80 100 120 140 160 180 200 220

Abundance #99218: Butylated Hydroxytoluene
205.0
5000
310 o 1050 1450 .04
0 \ i m\\\ AT J | ‘ !
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

Abundance #98722: Ethyl 4-0x0-2-phenylpentanoate
205.0
5000
56.0
810 1050 1450 1770 | ‘
0 [ | |, ‘ [ TR ‘ [ I
B o R o R

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

002934-07-8 60
000616-55-7 60
000644-06-4 53

m/z 205.30 100.00%

16.00 16.50
m/z 167.10  24.13%

%

16.00 16.50
m/z 220.30  22.51%

=t
16.00 16.50
m/z 143.05 22.35%

?

Abundance #99248: Phenol, 2,4,6-tris(1-methylethyl)-
205.0 16.00 16.50
m/z 57.10 20.17%
5000
ol f3% 650 910 1170 1as0 MO |
R e R LA R e S e N

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

82X011122W.M Fri Jan 28 12:15:36 2022
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012722\
Data File : VX026588.D

Acqg On : 26 Jan 2022 12:47
Operator : JC/MD

Sample : N1217-04 1600X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011122W.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, 2-... 14.640 27.8 ug/l 291371 4 12.024 524965 50.0
Naphthalene, 1-... 14.780 21.8 wug/l 229193 4 12.024 524965 50.0
Benzene, 1-(2-b... 15.182 21.9 wug/l 229584 4 12.024 524965 50.0
Naphthalene, 1-... 15.377 23.3 ug/l 244824 4 12.024 524965 50.0
Naphthalene, 2,... 15.481 41.1 ug/l 431755 4 12.024 524965 50.0
Phenol, 2,6-bis... 15.566 202.0 ug/l 2120620 4 12.024 524965 50.0
Naphthalene, 2,... 15.615 44.5 ug/l 467568 4 12.024 524965 50.0
Naphthalene, 2,... 15.652 34.3 ug/l 360267 4 12.024 524965 50.0
Naphthalene, 1,... 15.841 32.1 wug/l 337240 4 12.024 524965 50.0
Butylated Hydro... 16.097 27.9 ug/l 293000 4 12.024 524965 50.0
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