LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020662.D

Acqg On : 19 Jan 2021 16:31
Operator : JC/SP

Sample : M1125-09 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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\82X011921W.M

Title : SW846 8260

Signal : TIC: VX020662.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.099 159 166 177 rBV 38308 68954 2.50% 0.368%
2 2.416 211 218 234 rVB 574133 968777 35.11% 5.174%
3 3.008 306 315 325 rBV2 15723 42272 1.53% 0.226%
4 3,922 456 465 476 rBv2 9978 30762 1.11% 0.164%
5 5.458 706 717 729 rBV 150602 433980 15.73% 2.318%
6 5.623 729 744 764 rVB 243287 721344 26.14% 3.852%
7 5.897 779 789 800 rBvV2 33086 90648 3.28% 0.484%
8 6.025 800 810 820 rBV 158552 417643 15.13%  2.230%
9 6.678 908 917 925 rBV 25010 58599 2.12% 0.313%
10 6.824 931 941 956 rBV 385612 911029 33.01% 4.865%
11  7.434 1031 1041 1050 rVB 11721 27685 1.00% 0.148%
12 8.696 1241 1248 1253 rBV 806669 1238741 44.89% 6.615%
13 8.763 1253 1259 1271 rVB 762854 1157219 41.93% 6.180%
14 10.092 1472 1477 1486 rVB 835646 1095327 39.69% 5.849%
15 10.232 1494 1500 1506 rBV 41403 54724  1.98%  0.292%
16 10.336 1506 1517 1523 rVV 115350 175837 6.37% 0.939%
17 10.683 1568 1574 1583 rVB 58713 81912 2.97% 0.437%
18 11.122 1640 1646 1656 rVB 666701 876652 31.77% 4.682%
19 11.415 1690 1694 1701 rBV 44741 83719 3.03% 0.447%
20 11.488 1701 1706 1708 rVV2 23980 40767 1.48% 0.218%
21 11.512 1708 1710 1716 rVB 41625 45878 1.66% ©0.245%
22 11.652 1728 1733 1740 rVB 29287 43170 1.56% 0.231%
23 11.793 1752 1756 1765 rVB 77986 109176 3.96% 0.583%
24 12.061 1794 1800 1806 rBV 900070 1085448 39.33% 5.797%
25 12.128 1806 1811 1816 rVB2 30927 52656 1.91% 0.281%
26 12.280 1833 1836 1838 rBV2 25075 28367 1.03% 0.151%
27 12.354 1844 1848 1855 rVB3 37371 67390 2.44% 0.360%
28 12.457 1856 1865 1869 rBV 58127 75095  2.72% 0.401%
29 12.500 1869 1872 1879 rVB 19427 29069 1.05% 0.155%
30 12.738 1905 1911 1914 rBV2 17653 32390 1.17% 0.173%
31 13.000 1951 1954 1961 rVvB3 22251 45014 1.63% 0.240%
32 13.207 1980 1988 1992 rBV3 24605 42499 1.54% 0.227%
33 13.305 1998 2004 2006 rBV 56546 77836  2.82% 0.416%
34 13.329 2006 2008 2013 rVB3 68280 85253 3.09% 0.455%
35 13.457 2025 2029 2038 rVB 62812 108132 3.92% 0.577%
36 13.622 2053 2056 2061 rBV4 18445 31675 1.15% 0.169%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020662.D

Acqg On : 19 Jan 2021 16:31
Operator : JC/SP

Sample : M1125-09 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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\82X011921W.M
Title . SW846 8260
37 13.713 2067 2071 2077 rBV5 18801 36581 1.33% ©.195%
38 13.817 2083 2088 2094 rBV 1437437 1795771 65.07%  9.590%
39 13.884 2094 2099 2106 rVB4 37043 81302 2.95% 0.434%
40 13.963 2106 2112 2117 rBV3 50717 88840 3.22% 0.474%
41 14.073 2127 2130 2133 rBV 54404 59219 2.15% ©.316%
42 14.115 2133 2137 2141 rBV 95358 119584 4.33% 0.639%
43 14.256 2156 2160 2167 rVB3 111275 208237  7.55% 1.112%
44 14.359 2172 2177 2181 rBV 128840 172267 6.24% ©.920%
45 14.408 2182 2185 2189 rVB 61369 72691 2.63% ©.388%
46 14.518 2199 2203 2212 rBV5 45767 106855 3.87% ©.571%

47 14.597 2213 2216 2222 rBV6 24612 46446 1.68% 0.248%
48 14.676 2222 2229 2234 rBV 2225855 2759569 100.00% 14.737%
49 14.816 2245 2252 2257 rBV 1121235 1502506 54.45%  8.024%

50 15.140 2302 2305 2309 rBV3 35248 55387 2.01% ©0.296%
51 15.225 2315 2319 2321 rBV2 69612 105763 3.83% ©.565%
52 15.255 2321 2324 2328 rVB2 115209 143749 5.21% 0.768%
53 15.420 2348 2351 2354 rBV 59743 73182 2.65% ©.391%
54 15.530 2364 2369 2376 rBV2 162602 329438 11.94% 1.759%
55 15.664 2387 2391 2395 rBV 172784 240639 8.72% 1.285%

56 16.146 2466 2470 2477 rBV2 91544 191824  6.95% 1.024%

Sum of corrected areas: 18725489
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020662.D

Acqg On : 19 Jan 2021 16:31
Operator : JC/SP

Sample : M1125-09 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

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

Abundance TIC: VX020662.D\data.ms

2000000

1500000

1000000

2.416
500000

5.623
5.458 6.025
2.099 3.008 3.922 5.897

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 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
Abundance TIC: VX020662.D\data.ms

2000000

1500000

1000000 10,062
8.8%%3 :
11.122

500000

0-@)&% 10.683 111

—1 T T — T —
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX020662.D\data.ms
14.676

2000000

1500000 13.817

14.816

1000000 12.061

500000

L5 A empiefSf 10913 0000 JOACL =l

T ‘ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 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\VX011921\
Data File : VX020662.D

Acqg On : 19 Jan 2021 16:31
Operator : JC/SP

Sample : M1125-09 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 unknown5.897 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.897 6.28 ug/l 90648 Pentafluorobenzene 5.623

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 43
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 30
3 Ethanol, 2-(pentyloxy)-, acetate 174 C9H1803 005312-09-4 27
4 2-Heptanone, 5-methyl- 128 C8H160 018217-12-4 25
5 Hydroperoxide, 1-methylethyl 76 C3H802 003031-75-2 25
Abundance Scan 789 (5.897 min): VX020662.D\data.ms (-779) (-) m/z 73.10 100.00%
43.1 73.1
5000
58.0
RANRARRR R
‘ MH ‘ 87.0 5.60 5.80 6.00 6.20
Ol L wiz 43.10 87.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0
5000 43.0 \M‘\\\\‘\\\\‘\\\\
5.60 5.80 6.00 6.20
58.0 m/z 45.10 40.24%
29.0 87.0
O H‘\H\‘H}‘\"‘HH‘\H\‘HH‘\H\‘\}H‘HH’H\\‘HH‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3974: Hexane, 3-methyl-
43.0
T EAEEmaEEE S
71.0 5.60 5.80 6.00 6.20
5000 57.0 m/z 70.10  30.67%
29.0
0 15.0 “ I, 85.0 1000
‘WH‘WHHV‘H_HW‘HWHH‘HH_H‘VHWH‘WHH_‘H_HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 m
Abundance #41640: Ethanol, 2-(pentyloxy)-, acetate e R RARRRaERRTE
43.0 5.60 5.80 6.00 6.20
m/z 58.00 28.10%
5000
70.0
29.0
0 TR H 114.0 1310
H‘HHMH‘WHWH‘WHH_‘H_HW‘HWHH‘HH_H‘_HWH‘W e AEEmEREE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020662.D

Acqg On : 19 Jan 2021 16:31
Operator : JC/SP

Sample : M1125-09 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 1H-Indene, 2,3-dihydro-5,6-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.115 5.51 ug/1 119584 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 96
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 93
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 91
Abundance Scan 2137 (14.115 min): VX020662.D\data.ms (-2133) (- m/z 131.00 100.00%
131.0
5000
91.0 ‘ ) 14.00 14.50
ol I 1620 2069 281: ;146 00 32.25%
miz--> 50 100 150 200 250
Abundance #21649: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
5000 A i /U\/\ j j\\
14.00 14.50
m/z 115.00 16.48%
39.0 91.0
PR W I T P AT O
O T \‘\ ‘\ “ T T T \‘ ’ \‘\H\ \“ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
s —r—
14.00 14.50
5000 m/z 129.00 15.78%
39.0 91.0
0 ‘L‘ “\ i‘d ‘\H ‘N‘ “ ’u‘h\‘ \HM ‘\‘\‘ . 1 ——
m/z--> 50 100 150 200 250
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl- = A
131.0 14.00 14.50
m/z 145.05 12.95%
5000
39.0 91.0
o b d e LU
mlz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020662.D

Acqg On : 19 Jan 2021 16:31

Operator : JC/SP

Sample : M1125-09 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
. SW846 8260

TIC Library : C:\DATABASE\NIST11.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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.256 9.59 ug/1 208237 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 83
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 81
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81

Abundance Scan 2160 (14.256 min): VX020662.D\data.ms (-2156) (-
130.9

m/z 130.95 100.00%

5000

91.0

gl 1621 5069 28L.(
Aot 2089 281

m/z--> 20 40 60 80 100120140160180200220240260280

14.00 14.50
m/z 146.00 31.26%

Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 JUM ‘ J\W\
14.00 14.50
91.0 m/z 115.00 21.67%
TR Y
O\‘HH“‘\\“\‘\“UH\‘H\\‘\HU‘\‘M\M‘\H‘HH‘HH‘HH‘HH‘\H\’HH’H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
—— —
14.00 14.50
5000 ITI/Z 128.95 18.72%
39.0 91.0
o N RN P 5
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl- —— P—p—
131.0 14.00 14.50
m/z 128.00 17.91%
5000
91.0
39.0 ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50

82X011921W.M Wed Jan 20 16:5

7:44 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020662.D

Acqg On : 19 Jan 2021 16:31
Operator : JC/SP

Sample : M1125-09 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzene, pentamethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.359 7.94 ug/l 172267 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 93
2 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 90
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 87
4 Benzene, 2,4-dimethyl-1-(1-methy... 148 C1l1H16 004706-89-2 87
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 87

Abundance Scan 2177 (14.359 min): VX020662.D\data.ms (-2172) (- m/z 133.00 100.00%

138.0
5000
P —t
390 91‘-0 14.00 14.50
o e Ll A ATT 2810 s 148 .05 39.87%
miz--> 0 50 100 150 200 250
Abundance #22771: Benzene, pentamethyl-
133.0
5000
14.00 14.50
91.0 m/z 91.00 13.84%
390 )
O ‘ T T \ ‘\‘ ‘h \“\ ‘\ T T “‘\ ‘\‘ T M‘ T T T T ‘ T T T T ’ T T T T
miz--> 0 50 100 150 200 250
Abundance #22848: 1,5,6,7- Tetramethylblcyclo[3 2.0]hepta-2,6-diene
138.
14. 00 14 50
5000 ITI/Z 134.05 10.19%
41.0 910‘ ‘
0‘\”\“”“ “wH\HH\\“‘““““"““
miz--> 0 50 100 150 200 250 I
Abundance  #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)- et oy fr/\ ‘%W
138.0 14.00 14.50
m/z 114.95 9.32%
5000
39.0 91.0
L O A P ) — ——
m/z--> 0 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020662.D

Acqg On : 19 Jan 2021 16:31
Operator : JC/SP

Sample : M1125-09 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.676 127.12 ug/l 2759570  1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 91
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 64

Abundance Scan 2229 (14.676 min): VX020662.D\data.ms (-2222) (-  m/z 142.00 100.00%

142.0
5000 K
1450 1500
63.0 : :
113.0 .
Ol vty e el o 2942 285 m/z 141.00 84.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19232: Naphthalene, 1-methyl-
142.0
5000 —— ——
14.50 15.00
m/z 115.00 33.64%
02’\\.\\“\\“\?‘3“\‘.3”\‘\‘\‘H‘]-\]\.M.‘(\)\HiHH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19233: Naphthalene, 2-methyl-
142.0
—r— —
14.50 15.00
5000 ITI/Z 139.00 11.53%

27.0 63.0 11“0

—

O e pre e e e e e

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19231: Benzocycloheptatriene —— T
141.0 14.50 15.00

m/z 143.00 11.30%
5000
63.0
ey

N — —
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\VX011921\
Data File : VX020662.D

Acqg On : 19 Jan 2021 16:31
Operator : JC/SP

Sample : M1125-09 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.817 69.21 ug/l 1502510 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 90
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 72

Abundance Scan 2252 (14.816 min): VX020662.D\data.ms (-2245) (-  m/z 142.00 100.00%
14p.0

>

5000 115.0 Ag
— T
63.0 14.50 15.00
39.0 89.0
Ot et i b ML 1651 1931 1; 141 00 93.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142.0
5000 — ——
115.0 14.50 15.00
m/z 115.00  38.35%
300 937, 890 |
O ‘\\\\“\\H\\“\‘\‘\H\’\‘\\\‘\\\‘}‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0
— —
14.50 15.00
5000 m/z 143.00 11.73%
115.0
ol X0 000 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19230: Benzocycloheptatriene — T
141.0 14.50 15.00
m/z 139.00  11.22%
5000
115.0

39.0 63.0 89.0

O‘\HHMHW\NNHWNM\M\NM\M\MM\W\H\‘H\W\\H‘ — T
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\VX011921\
Data File : VX020662.D

Acqg On : 19 Jan 2021 16:31
Operator : JC/SP

Sample : M1125-09 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 unknownl5.255 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.255 6.62 ug/l 143749 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 49
2 Heptadecane 240 C17H36 000629-78-7 49
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 45
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 45
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 45

Abundance Scan 2324 (15.255 min): VX020662.D\data.ms (-2321) (- m/z 57.10 100.00%
57.1

154.1
5000
99.1 —r ——
15.00 15.50
0 mWU:w‘,w‘:”w““‘lm“M“_u‘!“MMJM%?C%W_HWW%‘?}# m/z 71.10  95.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #105903: Hexadecane, 7,9-dimethyl-
57.0
5000 —r ——
15.00 15.50
m/z 154.05 86.15%
126.0155.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94346: Heptadecane
57.0
—— A
15.00 15.50
5000 m/z 43.10 82.65%
99.0
J270) | | ||| 1410 1ss0 2400
e et A e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59890: Tridecane, 3-methyl- T T
57.0 15.00 15.50
m/z 85.10 53.97%
5000
27‘.0‘ 99.0 169.0
ol 210 L %0 1400 0es0 I Y
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020662.D

Acqg On : 19 Jan 2021 16:31
Operator : JC/SP

Sample : M1125-09 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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, 1,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.530 15.18 ug/1l 329438 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 2369 (15.530 min): VX020662.D\data.ms (-2364) (- m/z 156.10 100.00%

156.1
5000
15.50
193.1 z
0 2242 m/z 141.00  71.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28500: Naphthalene, 1,6-dimethyl-
156.0
5000 e :
15.50
115.0 ITI/Z 155.05 35.32%
51.0
27.0
O \\\‘\\\\"\\\\‘h\\””“\‘\‘\\’\\\‘\‘\“!‘\\“‘\\M‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28474: Naphthalene, 1,7-dimethyl-
156.0
= \
15.50
5000 ITI/Z 57.10 31.91%
115.0
27.0 51 0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28483: Naphthalene, 2,7-dimethyl- —— ‘
156.0 15.50
m/z 43.00 21.60%
7.0 128.0
41.0
0 ‘H"uH,"uwumh“‘1‘,2‘9“_‘lm‘uHMWWWW —
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\VX011921\
Data File : VX020662.D

Acqg On : 19 Jan 2021 16:31
Operator : JC/SP

Sample : M1125-09 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.664 11.08 ug/l 240639 1,4-Dichlorobenzene-d4 12.061
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, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97

Abundance Scan 2391 (15.664 min): VX020662.D\data.ms (-2387) (- m/z 156.00 100.00%
6.0

15
5000
15.50 16.00
ol 1902 2241 /7 141.00  88.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28489: Naphthalene, 2,6-dimethyl-
156.0
5000 ALTAS s
15.50 16.00
m/z 155.10 26.05%
51.0 77.0 115.0
O \\\‘2\7\.\0\“\\“1.\“1\\‘H“\\‘\\‘\\\‘\‘\‘1‘\\‘i‘\\‘w‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28477: Naphthalene, 1,6-dimethyl-
156.0
P = ==
15.50 16.00
5000 ITI/Z 115.00 20.89%
77.0 115.0
51.0
ol 20y e g M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28484: Naphthalene, 2,3-dimethyl- —— ——
156.0 15.50 16.00
m/z 128.00 15.34%
5000
76.0 115.0
51.0
o220 o e bl SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020662.D

Acqg On : 19 Jan 2021 16:31
Operator : JC/SP

Sample : M1125-09 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 10 Butylated Hydroxytoluene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.145 8.84 ug/l 191824 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 78
2 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 45
3 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 45
4 4,6-di-tert-Butyl-m-cresol 220 C15H240 000497-39-2 43
5 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 35

Abundance Scan 2470 (16.145 min): VX020662.D\data.ms (-2466) (- m/z 205.10 100.00%
205.1

5000 168.1 /L
sl 91 0 1 T
‘ ‘ ‘ ‘ 16.00 16.50
Olrreprer At alh “‘;“‘n ! “J‘m ‘1“‘:‘“‘\“:“9‘1‘ bl L. 2362 2808 ;m/z 168.05  50.40%
m/z--> 20 40 60 80 100 120140 160 180200220240260280
Abundance #77555: Butylated Hydroxytoluene
205.0
5000 et et
16.00 16.50
m/z 167.00 33.15%
57.0 1950 1450 ‘
O \H‘HH“\H‘\"\‘\HM“H‘\‘\‘\‘\\‘N“\U“\‘\“‘\‘H\"]\-\\?‘9\\‘\‘\H“HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #77572: Phenol, 2,4,6-tris(1-methylethyl)-
205.0
o -
16.00 16.50
5000 ITI/Z 57.10 24.70%
43‘0 91.0121.0 163.0 ‘
O etk e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #77580: Phenol, 4,6-di(1,1-dimethylethyl)-2-methyl- — ——
205.0 16.00 16.50
m/z 220.10 22.09%
5000
57.0
o270, 91.0121.0 1750 ‘
PP T e e e e e e e — —
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020662.D

Acqg On : 19 Jan 2021 16:31
Operator : JC/SP

Sample : M1125-09 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown5.897 5.897 6.3 ug/l 90648 1 5.623 721344 50.0
1H-Indene, 2,3-... 14.115 5.5 ug/l 119584 4 12.061 1085450 50.0
1H-Indene, 2,3-... 14.256 9.6 ug/l 208237 4 12.061 1085450 50.0
Benzene, pentam... 14.359 7.9 ug/l 172267 4 12.061 1085450 50.0
Naphthalene, 1-... 14.676 127.1 ug/l 2759570 4 12.061 1085450 50.0
Naphthalene, 2-... 14.817 69.2 ug/l 1502510 4 12.061 1085450 50.0
unknown15.255 15.255 6.6 ug/l 143749 4 12.061 1085450 50.0
Naphthalene, 1,... 15.530 15.2 ug/l 329438 4 12.061 1085450 50.0
Naphthalene, 2,... 15.664 11.1 ug/l 240639 4 12.061 1085450 50.0
Butylated Hydro... 16.145 8.8 wug/l 191824 4 12.061 1085450 50.0
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