LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082721\
Data File : VX023998.D

Acqg On : 27 Aug 2021 17:31
Operator : JC/MD

Sample : M3561-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 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\82X081721W.M

Title : SW846 8260

Signal : TIC: VX@23998.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.258 23 28 47 rBV 204975 999176 97.93% 6.085%
2 2.392 208 214 224 rBV2 8913 17627 1.73% 0.107%
3 2.550 231 240 248 rBV2 10400 24053 2.36% 0.146%
4 5.397 694 707 722 rBV 98590 288901 28.32% 1.759%
5 5.562 722 734 749 rVB 171290 479022 46.95% 2.917%
6 5.964 790 800 812 rBv2 112715 296626 29.07% 1.806%
7 6.769 922 932 943 rBV 272346 642401 62.96% 3.912%
8 8.653 1234 1241 1249 rBV 564944 869038 85.18% 5.292%
9 8.720 1249 1252 1258 rVB2 6497 10628 1.04% 0.065%
10 10.055 1465 1471 1481 rBV 603582 800799 78.49% 4.877%
11 10.299 1504 1511 1518 rVB 24800 36510 3.58% 0.222%
12 11.085 1635 1640 1646 rBV 499720 615493 60.33% 3.748%
13 11.189 1651 1657 1659 rBV6 7917 15641 1.53% 0.095%
14 12.024 1789 1794 1801 rBV 627186 766465 75.12% 4.668%
15 12.091 1801 1805 1808 rVV 8368 10440 1.02% 0.064%
16 12.244 1826 1830 1834 rBV2 53957 77083 7.56% 0.469%
17 12.317 1839 1842 1848 rVB3 24050 42854 4.20% 0.261%
18 12.421 1854 1859 1862 rBV7 8341 14788 1.45% 0.090%
19 12.463 1864 1866 1873 rVB6 12953 26121 2.56% 0.159%
20 12.536 1875 1878 1879 rBV 11852 12027 1.18% 0.073%
21 12.585 1883 1886 1888 rVV2 11666 13627 1.34% 0.083%
22 12.616 1888 1891 1894 rVV 28840 37122 3.64% 0.226%
23 12.646 1894 1896 1899 rVV3 17468 22223 2.18% 0.135%
24 12.701 1900 1905 1914 rVB6 43292 113824 11.16% 0.693%
25 12.823 1918 1925 1926 rBV6 17623 32918 3.23% 0.200%
26 12.927 1938 1942 1945 rVB 54542 72695 7.13% 0.443%
27 12.963 1945 1948 1954 rVB 46484 62149 6.09% ©.378%
28 13.030 1955 1959 1960 rBV 22430 27866 2.73% 0.170%
29 13.170 1974 1982 1986 rBV7 68117 185344 18.17% 1.129%
30 13.256 1993 1996 1998 rBV3 20748 30165 2.96% 0.184%
31 13.292 1998 2002 2008 rVB3 176580 273824 26.84% 1.667%
32 13.353 2009 2012 2013 rBvV3 14864 16462 1.61% 0.100%
33 13.390 2014 2018 2021 rBV2 44685 56131 5.50% 0.342%
34 13.420 2021 2023 2025 rBV3 16491 170689 1.67% 0.104%
35 13.506 2033 2037 2040 rBV4 43695 68048 6.67% 0.414%
36 13.548 2040 2044 2046 rVV 48724 62119 6.09% ©.378%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082721\
Data File : VX023998.D

Acqg On : 27 Aug 2021 17:31
Operator : JC/MD

Sample : M3561-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 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\82X081721W.M
Title : SW846 8260
37 13.585 2046 2050 2055 rvw4 79561 133923 13.13% 0.816%
38 13.670 2061 2064 2068 rVB2 70872 107170 10.50% 0.653%
39 13.707 2068 2070 2075 rBv4 20947 34060 3.34% 0.207%
40 13.798 2082 2085 2089 rBV3 51403 66756 6.54% 0.407%
41 13.847 2089 2093 2099 rBV3 165880 258383 25.32% 1.573%
42 13.926 2100 2106 2111 rBV5 105573 186697 18.30% 1.137%
43 13.975 2111 2114 2118 rBv4 49004 87159 8.54% 0.531%
44 14.079 2126 2131 2134 rBV3 146430 218710 21.44% 1.332%
45 14.140 2139 2141 2143 rVV2 39428 41465 4.06%  ©.253%
46 14.170 2143 2146 2147 rVWJ3 30296 35303 3.46% 0.215%
47 14.213 2150 2153 2159 rVB 173655 256029 25.09% 1.559%
48 14.323 2167 2171 2176 rBV 114616 170024 16.66% 1.035%
49 14.378 2176 2180 2184 rVB 155669 200078 19.61% 1.218%
50 14.420 2184 2187 2190 rBV 58425 69785 6.84% 0.425%
51 14.481 2193 2197 2202 rBV2 146274 251415 24.64% 1.531%
52 14.579 2211 2213 2215 rBvV3 32919 37685 3.69% 0.229%
53 14.615 2215 2219 2226 rVV3 346572 511880 50.17% 3.117%
54 14.676 2226 2229 2233 rVB3 94898 126294 12.38% 0.769%
55 14.731 2234 2238 2240 rBV3 82932 119430 11.71% 0.727%
56 14.780 2242 2246 2251 rVWW 505557 755322 74.03% 4.600%
57 14.847 2255 2257 2261 rVB3 71900 92808 9.10% ©.565%
58 14.963 2273 2276 2283 rVB5 106441 224115 21.97%  1.365%
59 15.188 2309 2313 2315 rBV 135558 191920 18.81% 1.169%
60 15.213 2315 2317 2321 rVB 260885 288920 28.32% 1.759%
61 15.377 2340 2344 2346 rBV2 101459 134474 13.18% 0.819%
62 15.420 2347 2351 2356 rVvV2 199138 350091 34.31% 2.132%
63 15.481 2356 2361 2374 rVV 350997 675167 66.18% 4.112%
64 15.615 2378 2383 2387 rVV 623363 1020274 100.00% 6.213%
65 15.652 2387 2389 2398 rVVW 247246 406255 39.82% 2.474%
66 15.749 2400 2405 2409 rVV2 124807 221024 21.66% 1.346%
67 15.841 2411 2420 2429 rVB3 203651 656415 64.34%  3.997%
68 15.987 2440 2444 2457 rVB 169853 391198 38.34%  2.382%
69 16.091 2457 2461 2465 rBV4 50492 80947 7.93% 0.493%
70 16.267 2486 2490 2492 rBV 47398 76939 7.54% 0.469%
71 16.353 2501 2504 2513 rVB2 108738 200889 19.69%  1.223%
72 16.475 2521 2524 2530 rVB 47220 78003 7.65% 0.475%
73 16.603 2541 2545 2550 rVB 176086 297152 29.12% 1.810%
74 16.658 2550 2554 2559 rBV 148393 229833 22.53% 1.400%

Sum of corrected areas: 16421291
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LSC Report - Integrated

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082721\
Data File : VX@23998.D

Acqg On : 27 Aug 2021 17:31

Operator JC/MD

Sample : M3561-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Chromatogram

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
. SW846 8260

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

Abundance

700000

600000

500000

400000

300000

200000

100000

0

TIC: VX023998.D\data.ms

1.258

5.562
5.397

5.964

2.392.550

Time-->
Abundance

700000

600000

500000

400000

300000

200000

100000

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: VX023998.D\data.ms

10.055
8.653

11.085

6.769

10.299 1.18

8,720

0
Time-->
Abundance

700000

600000

500000

400000

300000

200000

100000

0

Time-->

82X081721W.M

T
9.50

T
10.00

T
11.00

—T —T —
8.50 9.00 10.50
TIC: VX023998.D\data.ms

15.615

14.780
12.024

14.213

T
12.50

‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\VX082721\
Data File : VX023998.D

Acqg On : 27 Aug 2021 17:31
Operator : JC/MD

Sample : M3561-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.258 104.29 ug/l 999176  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3
Abundance  Scan 28 (1.258 min): VX023998.D\data.ms (-23) (-) m/z 64.00 100.00%
64.0
5000 M
T
1.20 1.40 1.60
450 |, o
-+t m/z 47.95 58.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #416: Sulfur dioxide
64.0
5000 LI L L I L
1.20 1.40 1.60
m/z 66.00 5.34%
32.0
O\\\\‘\\\\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #6975: Aminomethanesulfonic acid
64.0
e
1.20 140 1.60
5000 m/z 50.00 2.82%
42.
0 Ly, 820 111.0
et e
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- e
64.0 1.20 140 1.60
m/z 65.00 0.78%
5000
44,
16.0
ol L ‘ ‘ 93.0 1150 143.0 169.0
et A e e e e T
m/z--> 20 40 60 80 100 120 140 160 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082721\
Data File : VX023998.D

Acqg On : 27 Aug 2021 17:31
Operator : JC/MD

Sample : M3561-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Dodecane, 2,6,10-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.615 33.39 ug/l 511880 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 50
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 46
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 46
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 43
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 43

Abundance Scan 2219 (14.615 min): VX023998.D\data.ms (-2215) (- m/z 57.10 100.00%
57.1

o VLMLM
160.2
—r —
| w ‘ ‘ 1073 ( 14.50 15.00
Ob el BB L A3 2808 s 71,10 86.21%
m/z--> 20 40 60 80 100120 140160180200220240260280
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 S i
85.0 14.50 15.00
m/z 43.10 60.15%
27.0
O\‘Zﬁ\\‘\\\ ‘HM\“}‘H}““H”\‘\“\H‘HH‘\\:\Lﬁ?\\()\’\\H’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
—r —
14.50 15.00
5000 ITI/Z 41.10 44 .62%
85.0
27&0
L D B =
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74024: Dodecane, 4,6-dimethyl- —— ——
57.0 14.50 15.00
m/z 85.10 36.42%
5000
85.0
155.0
oo 4280t ol [
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\VX082721\
Data File : VX023998.D

Acqg On : 27 Aug 2021 17:31
Operator : JC/MD

Sample : M3561-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.780  49.27 ug/l 755322  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000P91-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 91
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 64

Abundance Scan 2246 (14.780 min): VX023998.D\data.ms (-2242) (-  m/z 142.00 100.00%
14.0

5000

R

1151
—— —
63.0 goo 14.50 15.00
Ol e b M 17221982 s 141 05 88.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 —— ——
115.0 14.50 15.00
m/z 115.10 37.52%
ol 500000 | |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
A= =
14.50 15.00
m/z 143.05 12.23%
5000 115.0

39.0 630 89.0 |

! N il i 1
R B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- A= — =
141.0 14.50 15.00

m/z 139.05 11.23%

=

5000 115.0

N

39.0 630 ggp ‘

) Y PRV ISR W R —— S
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\VX082721\
Data File : VX023998.D

Acqg On : 27 Aug 2021 17:31
Operator : JC/MD

Sample : M3561-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.420 22.84 ug/l 350091 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 55
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 43
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
5 2-Dodecen-1-yl(-)succinic anhydride 266 C16H2603 019780-11-1 32
Abundance Scan 2351 (15.420 min): VX023998.D\data.ms (-2347) (- m/z 193.25 100.00%
193.3
69.1
41.1
5000 123.1
—T=
LU | e e e 2"
— m“ MH Al L L 12244 28l nyz 69.10  63.16%

o

m/z--> 20 40 60 80 100 120140160180200220240260280

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

123.0

5000 95.0 —

550 1550
m/z 41.10 53.56%
L ]
Ll

\’\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH‘\H\‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.0

o

69.0 123.0 -
41.0 15.50
5000 m/z 123.10  45.95%

m/z--> 20 40 60 80 lOO120140160180200220240260280

Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0 15 50

m/z 109.10  43.60%

5000 55.0
109.0

L e
1 T

I L Il - 222.0
o‘,n‘lH_WwwwWm‘wwWw_m_m_mww

m/z--> 20 40 60 80 100120140160180200220240260280 15 50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082721\
Data File : VX023998.D

Acqg On : 27 Aug 2021 17:31
Operator : JC/MD

Sample : M3561-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Naphthalene, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.481 44.04 ug/l 675167 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, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 2361 (15.481 min): VX023998.D\data.ms (-2356) (- m/z 156.10 100.00%

156.1
5000
115.0 LI
51.0 710 | bl 17933 207.2 —
OFrrrprrrrdrrhe bl prob ol Ml ST LD0E 0 m/z 141,85 72.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 UL
15.50
770 115.0 m/z 155.10 33.55%
51.0
O \\\‘2\7\\0\‘\\\\‘H\‘\H”"\\\\‘\\\‘\‘\“!‘\\“‘\\‘w‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
e
15.50
5000 ITI/Z 115.00 15.90%
115.0
510
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33134: Naphthalene, 1,7-dimethyl- ——
156.0 15.50
m/z 128.05 15.71%
5000
115.0
27.0 510 |
0 ‘H‘HH_m“1w”‘,"u‘_Hwu‘!h““‘w“Ww_mw L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082721\
Data File : VX023998.D

Acqg On : 27 Aug 2021 17:31
Operator : JC/MD

Sample : M3561-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Naphthalene, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.615 66.56 ug/l 1020270 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, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 2383 (15.615 min): VX023998.D\data.ms (-2378) (- m/z 156.10 100.00%

156.1
5000
115.1 VRS A
51.0 76.0 ‘ ‘ m 15.50 16.00
O etk bl L 18332085y 141,05 88.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
15.50 16.00
115.0 m/z 155.10 26.76%
51.0 ‘
27.0
O\\\\‘\\\\‘\\“\\“‘h\‘\HU“\\‘\\‘\\\\‘\“!‘\\“\\M‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
15.50 16.00
5000 ITI/Z 115.10 20.51%
77.0 115.0
51.0
ol 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33158: Naphthalene, 1,3-dimethyl- —— T
156.0 15.50 16.00
m/z 128.05 16.71%
5000
270 510 76.0 115.0
olert bkl by el b e e VAW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00

82X081721W.M Mon Aug 30 18:09:26 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082721\
Data File : VX023998.D

Acqg On : 27 Aug 2021 17:31
Operator : JC/MD

Sample : M3561-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Naphthalene, 1,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.652 26.50 ug/l 406255 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 94
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 93
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 90
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 86

Abundance Scan 2389 (15.652 min): VX023998.D\data.ms (-2387) (- m/z 156.20 100.00%

156.2
5000
115.1
39.0 76.0 2092 ) 15.50 16.00
IS 2002 28l n/7 141,05 64.63%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
5000
15.50 16.00
m/z 155.10 39.80%
77.0 115.0
O\H‘\\:3\\9‘.\(\)‘\\’“\\N"\\H‘\\\‘\‘\‘1‘\\“‘Hw‘\H\‘\H\’\H\‘\\H‘HH‘H\\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33165: Naphthalene, 1,5-dimethyl-
156.0
15.50 16.00
5000 ITI/Z 115.10 21.24%
770 1150
o‘H‘H?T‘g"?u‘,wmU‘,"H_‘“"uluw‘mU‘“‘Hw‘H‘,w_wwww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33137: Naphthalene, 1,6-dimethyl- —— 1
156.0 15.50 16.00
m/z 153.05 19.96%
5000
77.0 115.0
Y N O 1 O — JIWASVAWI
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082721\
Data File : VX023998.D

Acqg On : 27 Aug 2021 17:31
Operator : JC/MD

Sample : M3561-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Naphthalene, 1,2-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.841 42.82 ug/l 656415 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 97
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 2420 (15.841 min): VX023998.D\data.ms (-2411) (- m/z 156.10 100.00%

156.1
5000
115.1 — A
39.0 ‘ ‘ m 1872 292 15.50 16.00
0 ,Hm_uh“wl“_mmwu‘m“‘m 1812 2223 281« /7 141.05  91.16%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
5000
15.50 16.00
115.0 m/Z 155.05 26.96%
39.0, /6.0 ey
O’\\\\‘\\‘\\“U\\“U“\\\\‘\\\\‘\‘\‘\\“‘\\‘U"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0
= ALt
15.50 16.00
5000/ 510 m/z 115.10  19.93%
o |
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33141: Naphthalene, 1,3-dimethyl- — 1
141.0 15.50 16.00
m/z 128.05 15.40%
5000
90 %% 1aq | |
o,WW‘H“m‘_wmWUH‘W [T - heing
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082721\
Data File : VX023998.D

Acqg On : 27 Aug 2021 17:31
Operator : JC/MD

Sample : M3561-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Naphthalene, 1,4-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.987 25.52 ug/1 391198 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 95
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 87

Abundance Scan 2444 (15.987 min): VX023998.D\data.ms (-2440) (- m/z 141.05 100.00%
1

41.1
5000
77.0 16.00
39.0 ]l _ .
0 m_Hu_uh‘,“:uu‘l“,wﬁulmﬁw‘!‘lu\“ul“”ﬂ??,‘%?m%”H_W%%l‘a- m/z 156.10  72.40%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0
5000 — 1
16.00
115.0 m/z 115.10 21.63%
mo 114l
O\H‘H\\‘\H\’\H\h’\\H‘\\\H\\‘H‘i\\‘ ‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
=
16.00
5000 m/z 128.05 13.86%
115.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33151: Naphthalene, 1,2-dimethyl- —
156.0 16.00
m/z 152.05 13.50%
5000
115.0
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082721\
Data File : VX023998.D

Acqg On : 27 Aug 2021 17:31
Operator : JC/MD

Sample : M3561-15

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 10 Naphthalene, 1,4,6-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.603 19.38 ug/l 297152  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
2 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 94
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93

Abundance Scan 2545 (16.603 min): VX023998.D\data.ms (-2541) (-
170.2

m/z 170.20 100.00%

@

5000
63.0 2"31 H ‘ 2052 ~ 16.20 16.40 16.60
Ot il Lokt 2032 2362 2811 /) 955,10 76.93%
miz—> 20 40 60 80 100120140160 180200220240 260280
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 L L L BN
16.20 16.40 16.60
1150 m/z 169.15 18.80%
63.0 ‘
O ‘ ‘H ‘HH‘H “ H ‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100120140160180200220240260280

-

Abundance #45527: 4,6,8-Trimethylazulene
170.0
e e
16.20 16.40 16.60
5000 m/z 153.05 17.31%
128.0
B0 7o )L
0 ,“‘HHH‘H,‘HHWH,‘m_‘u““mw‘mWm_m‘mwm_m‘u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45540: Naphthalene, 2,3,6-trimethyl- I e
170.0 16.20 16.40 16.60
m/z 152.05 15.11%
5000
84.0 128.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082721\
Data File : VX023998.D

Acqg On : 27 Aug 2021 17:31
Operator : JC/MD

Sample : M3561-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.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|
Sulfur dioxide 1.258 104.3 ug/l 999176 1 5.562 479022 50.0
Dodecane, 2,6,1... 14.615 33.4 ug/l 511880 4 12.024 766465 50.0
Naphthalene, 1-... 14.780 49.3 ug/l 755322 4 12.024 766465 50.0
Decahydro-1,1,4... 15.420 22.8 ug/l 350091 4 12.024 766465 50.0
Naphthalene, 2,... 15.481 44.0 ug/l 675167 4 12.024 766465 50.0
Naphthalene, 2,... 15.615 66.6 ug/l 1020270 4 12.024 766465 50.0
Naphthalene, 1,... 15.652 26.5 ug/l 406255 4 12.024 766465 50.0
Naphthalene, 1,... 15.841 42.8 ug/l 656415 4 12.024 766465 50.0
Naphthalene, 1,... 15.987 25.5 ug/l 391198 4 12.024 766465 50.0
Naphthalene, 1,... 16.603 19.4 ug/l 297152 4 12.024 766465 50.0
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