LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX037464.D

Acqg On : 01 Sep 2023 14:56
Operator : JC/MD
Sample : IBLK
Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 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\82X081723W.M

Title : SW846 8260

Signal : TIC: VX@37464.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.940 294 304 314 rBV 4452 9939 1.28% 0.136%
2 4.580 560 573 587 rBvV 5791 24629 3.17% 0.338%
3 5.385 694 705 721 rBV2 85791 248709 32.02% 3.412%
4 5.550 721 732 749 rVW 166805 472352 60.82% 6.480%
5 5.952 788 798 818 rBV 95227 248354 31.98%  3.407%

.763 918 931 949 rBV = 240234 579470 74.61%  7.950%
.129 983 991 1000 rBV2 7472 17306 2.23% 0.237%
.647 1233 1240 1249 rBV 495441 776640 100.00% 10.655%
10.055 1465 1471 1488 rBV 482621 654497 84.27%  8.979%
10 11.079 1634 1639 1650 rBV 392447 496711 63.96% 6.815%

o N O

11 11.713 1740 1743 1747 rBV 12444 12982 1.67% ©.178%
12 11.890 1766 1772 1777 rVB3 9779 14853 1.91% ©0.204%
13 12.018 1788 1793 1805 rVB 478305 619092 79.71%  8.494%
14 12.250 1826 1831 1836 rVB2 10467 15748 2.03% 0.216%
15 12.317 1836 1842 1843 rBV5 7589 11590 1.49% ©.159%
16 12.420 1848 1859 1863 rBVS5 10215 26407 3.40% ©0.362%
17 12.475 1863 1868 1872 rVB7 7121 15440 1.99% 0.212%
18 12.548 1872 1880 1882 rBV5 8531 16812 2.16% ©0.231%
19 12.579 1882 1885 1888 rVVv2 6573 10081 1.30% 0.138%
20 12.609 1888 1890 1894 rVB 13837 15623 2.01% 0.214%
21 12.683 1899 1902 1913 rBV7 16617 39134 5.04% ©0.537%
22 12.817 1920 1924 1930 rVB5 10649 19696 2.54% 0.270%
23 12.884 1930 1935 1938 rBv4 20350 34074 4.39% 0.467%
24 12.920 1938 1941 1945 rVB 23691 27437 3.53% ©0.376%
25 13.018 1954 1957 1965 rVB4 8354 15035 1.94%  ©.206%
26 13.091 1965 1969 1974 rBv4 11238 20888 2.69% 0.287%
27 13.140 1974 1977 1984 rVB6 10498 16137 2.08% 0.221%
28 13.207 1984 1988 1992 rBv4 10317 14715 1.89% ©0.202%
29 13.286 1993 2001 2008 rBV3 63646 117190 15.09% 1.608%
30 13.347 2008 2011 2013 rBvV2 11435 13937 1.79% 0.191%
31 13.384 2013 2017 2020 rBV2 30438 40056 5.16% ©.550%
32 13.414 2020 2022 2026 rVB4 8337 9847 1.27% 0.135%
33 13.506 2032 2037 2040 rBV5 11671 22434  2.89% 0.308%
34 13.542 2040 2043 2046 rW 5927 8393 1.08% ©0.115%
35 13.585 2046 2050 2053 rBV2 18202 25757 3.32% ©.353%
36 13.664 2060 2063 2067 rVB2 12898 17535 2.26% 0.241%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX037464.D

Acqg On : 01 Sep 2023 14:56
Operator : JC/MD
Sample : IBLK
Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 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\82X081723W.M
Title : SW846 8260
37 13.737 2072 2075 2078 rVWV3 17098 23582 3.04% 0.324%
38 13.774 2078 2081 2088 rVB 40129 77229 9.94% 1.060%
39 13.841 2088 2092 2098 rVB2 57791 77267 9.95% 1.060%
40 13.926 2098 2106 2110 rVB4 26277 62045 7.99% 0.851%
41 13.993 2110 2117 2124 rBV1ie 10796 32142  4.14% 0.441%
42 14.073 2126 2130 2132 rBv4 16321 21834 2.81% 0.300%
43 14.103 2132 2135 2138 rVV3 14681 18406 2.37% 0.253%
44 14.134 2138 2140 2143 rVW3 10103 11038 1.42% 0.151%
45 14.164 2143 2145 2146 rVV2 9372 8625 1.11% ©.118%
46 14.225 2150 2155 2161 rVB3 35352 70898 9.13% 0.973%
47 14.322 2168 2171 2176 rVB2 8655 10084 1.30% 0.138%
48 14.371 2177 2179 2183 rVB2 13831 12790 1.65% 0.175%
49 14.420 2184 2187 2192 rBV5 9582 12742 1.64% 0.175%
50 14.481 2192 2197 2201 rBv2 34010 59120 7.61% 0.811%
51 14.518 2201 2203 2206 rVB2 19537 17542  2.26% 0.241%
52 14.572 2210 2212 2215 rVB4 7351 7775 1.00% 0.107%
53 14.615 2215 2219 2220 rBV 80018 95863 12.34% 1.315%
54 14.633 2220 2222 2226 rVV 107599 126383 16.27% 1.734%
55 14.670 2226 2228 2232 rVB2 31284 34258 4.41% 0.470%
56 14.725 2232 2237 2239 rBV3 18042 30422 3.92% 0.417%
57 14.780 2242 2246 2253 rWVW 90396 131572 16.94%  1.805%
58 14.847 2254 2257 2260 rVB5 27004 31255 4.02% 0.429%
59 14.963 2273 2276 2284 rVBS8 18678 45018 5.80% 0.618%
60 15.042 2285 2289 2292 rBV5 12385 20247 2.61% 0.278%
61 15.182 2307 2312 2314 rBV3 34451 55981 7.21% 0.768%
62 15.213 2314 2317 2320 rVV 73952 93734 12.07% 1.286%
63 15.274 2324 2327 2331 rVB5 19202 27981 3.60% 0.384%
64 15.377 2339 2344 2347 rBV2 51876 79085 10.18% 1.085%
65 15.408 2347 2349 2353 rVB4 17600 23282 3.00% 0.319%
66 15.475 2355 2360 2366 rVB 115116 171655 22.10%  2.355%
67 15.542 2367 2371 2373 rBV2 15014 22917 2.95% 0.314%
68 15.609 2378 2382 2385 rVW 141611 220456 28.39% 3.025%
69 15.645 2385 2388 2397 rVB2 121086 199307 25.66% 2.734%
70 15.737 2397 2403 2408 rBV7 15710 37998 4.89% 0.521%
71 15.834 2416 2419 2429 rVB3 39450 78045 10.05% 1.071%
72 15.987 2441 2444 2455 rVB5 31559 78435 10.10% 1.076%
73 16.084 2455 2460 2466 rBV3 30633 53085 6.84% 0.728%
74 16.194 2474 2478 2485 rVB3 23209 42453  5.47% 0.582%
75 16.298 2485 2495 2499 rBV5 23813 73041 9.40% 1.002%
76 16.353 2499 2504 2510 rVB 30465 55508 7.15% 0.762%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX037464.D

Acqg On : 01 Sep 2023 14:56
Operator : JC/MD
Sample : IBLK
Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 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\82X081723W.M

Title : SW846 8260

77 16.560 2534 2538 2539 rBV3 10785 16785 2.16% ©0.230%
78 16.590 2539 2543 2549 rVWVW 39710 78393 10.09% 1.076%

79 16.651 2549 2553 2568 rVB3 38579 113085 14.56% 1.551%

Sum of corrected areas: 7288863
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. IBLK
: 5.0mL/MSVOA_X/WATER
11

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\

: VX@37464.D
: 01 Sep 2023 14:56

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

400000

300000

200000

100000

0
Time-->

TIC: VX037464.D\data.ms

5.550

5.385 5.952

2.940 4.580

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

400000

300000

200000

100000

TIC: VX037464.D\data.ms

8.647 10.055

11.079

6.763

L

0
Time-->

|

\
11.00

\
9.50

— T —
8.50 9.00 10.00 10.50

Abundance

400000

300000

200000

100000

TIC: VX037464.D\data.ms

_14.22514

11.71]_3_,8?4

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.00 12.50 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\VX090123\
Data File : VX@37464.D

Acqg On : 01 Sep 2023 14:56
Operator : JC/MD

Sample : IBLK

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.286 9.46 ug/l 117190 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 81
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 81
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 81
4 o-Cymene 134 C1eH14 000527-84-4 81
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 81

Abundance Scan 2001 (13.286 min): VX037464.D\data.ms (-1993) (- m/z 119.05 100.00%
1

110
5000 JL\
AN A LA

91.0
55.0 ‘ 151.1 13.00 13.50
‘“H“HH\‘\\"W‘W\‘\‘M‘ ‘\w‘m‘ \‘1‘1“‘1‘\‘\‘\“}\\‘\”‘\‘u‘ﬂ‘m ‘1‘8‘2“3‘ m/z 134.05 37.03%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-

119.0

5000 e —L
13.00 13.50

m/z 117.10  27.22%

1.0
\‘\\]-\5‘\.(‘)\‘\ \3\9“.(\)\‘“‘\6“5”.\0\ \‘H‘\\‘\\‘w\\m‘l\\\M\‘\\\\‘\\\\‘\\\
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
e fJ& HjA“wV
Mo\ o 0,

13.00 13.50
5000 ITI/Z 90.95 17.13%
91.0
‘“}§f?ﬂ‘?ﬁd?‘w‘?ﬁﬂ9‘M“L ‘ﬁ$‘NWl“uh“““““““
mlz--> 0 20 40 60 80 100 120 140 160 180
Abundance #17069: Benzene, 1,2,4,5-tetramethyl- T —T
119.0 13.00 13.50
m/z 115.10  12.40%
5000 J\A«
91.0
m/z--> 0 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX@37464.D

Acqg On : 01 Sep 2023 14:56
Operator : JC/MD

Sample : IBLK

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 unknownl4.615 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.615 7.74 ug/1 95863 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 35
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 30
3 Pentacosane 352 C25H52 000629-99-2 27
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 27
5 3-Methoxyhex-1-ene 114 C7H140 108811-41-2 22
Abundance Scan 2219 (14.615 min): VX037464.D\data.ms (-2215) (- | m/z 71.10 100.00%
71.1
5000
160.1 e ——
| ‘ ‘ 14.50 15.00
— R “u“‘u‘““w i wh““‘u e . m/z 57.05 99.72%
m/z--> 50 100 150 200 250 300 350
Abundance #59109: Nonane, 5-methyl-5-propyl-
71.0
5000 it —
14.50 15.00
127.0 m/z 43.10 47.46%
j \\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—— —
14.50 15.00
5000 ITI/Z 85.10 40.11%
LLLLTT, 0 osso
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane T ——
57.0 14.50 15.00
m/z 41.10 38.31%
5000
99.0
Ll M0 1830 2250 2670 a09.0 362
il e LA E S B AR A e —— ——
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX@37464.D

Acqg On : 01 Sep 2023 14:56
Operator : JC/MD

Sample : IBLK

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.633 10.21 ug/l 126383 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 95
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 95
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 59

Abundance Scan 2222 (14.633 min): VX037464.D\data.ms (-2220) (-] | m/z 142.05 100.00%
142.1

—

5000
115.1
—— —r
63.0 89.0 14.50 15.00
80 e b 1781 2082 ;14165 82.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
14p.0
5000 —r— —r—
115.0 14.50 15.00

m/z 115.05  28.96%

30.0 630 890 I
il VI T 1 1

! | n
‘ TTTT ‘ TTTT ‘ T TT ‘ T ‘ TTTT ’ TTTT ‘ LI ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0

=

A Y
14.50 15.00
5000 m/z 143.05  11.83%
115.0

30.0, 930 890 |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- el =
141.0 14.50 15.00
m/z 139.05 9.52%

5000 115.0
39.0 630 ggp ‘
(I P w\\\\‘\\\\‘\\\\‘\m\ M gt

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\VX090123\
Data File : VX@37464.D

Acqg On : 01 Sep 2023 14:56
Operator : JC/MD

Sample : IBLK

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 Benzocycloheptatriene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.780 10.63 ug/l 131572  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 97
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 97
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 87

Abundance Scan 2246 (14.780 min): VX037464.D\data.ms (-2242) (- m/z 142.05 100.00%

142.1
5000
1450 1500
63.0 91.0 : :
O prrrsttdboba e b Al 17622070 28LC o 41 05 87.54%
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 —T— —
14.50 15.00
l m/z 115.05 36.85%
63.0
’H.\\“\\HH““\‘\“\H\‘\‘\‘H‘]-\:\L\‘HOHHiHH‘\\H‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
P =
14.50 15.00
5000 ITI/Z 139.00 10.93%
63.0
RN TR o N ——
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #22141: Benzocycloheptatriene g cticf R
141.0 14.50 15.00
m/z 143.05 10.76%
5000
63.0
L, 1830
rrrrrprrre e pr el e e Alher ad
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\VX090123\
Data File : VX@37464.D

Acqg On : 01 Sep 2023 14:56
Operator : JC/MD

Sample : IBLK

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 3-Ethyl-2,6,10-trimethylund... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.213 7.57 ug/1 93734 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 86
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
3 Tetradecane, 4,11-dimethyl- 226 C1l6H34 055045-12-0 64
4 Hexadecane 226 C16H34 000544-76-3 58
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 53

Abundance Scan 2317 (15.213 min): VX037464.D\data.ms (-2314) (- m/z 57.10 100.00%

57.1
85.1
5000

113.1 - e
H “ ‘ “ 1411 183.2 15.00 15.50
Il

2115 281. ,
Muwﬁmw‘HWH‘WH‘WHH‘HN_‘HmuH_H‘_HW‘HWH‘WH m/z 71.10 98.88%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0

5000 85.0 s o
15.00 15.50

m/z 43.05 71.63%

113.0141.0
29-0‘ 183.0
’\‘\‘\\‘\\\U‘H“H‘HH“H!‘\‘H\\‘HH‘\H\“\\\\‘\2\\\6‘9\\‘\\\\‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59044: Dodecane, 4-methyl-
43.0

71.0 — —
15.00 15.50
5000 m/z 85.10 52.98%
99.0 140.0
v111840 Nﬂﬁkkmmmwﬂﬂﬂﬁﬁwuwkw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107241: Tetradecane, 4,11-dimethyl- o o
43.0 15.00 15.50

m/z 41.05 28.98%

710
5000
183.0

e e

T —
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\VX090123\
Data File : VX@37464.D

Acqg On : 01 Sep 2023 14:56

Operator : JC/MD

Sample : IBLK

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.M
. 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 6 Naphthalene, 1,3-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.377 6.39 ug/l 79085 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 64
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 64
3 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 60
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 60
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 47

Abundance Scan 2344 (15.377 min): VX037464.D\data.ms (-2339) (] | m/z 141.00 100.00%
141.0
5000
115.0
910 174.2 — A
57.0 ' ‘ 15.00 15.50
Ml 2023 e 16 a5.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000
15.00 15.50
115.0 m/z 115.00  33.27%
\\\‘2\7‘\.\0\“\\“\\“”\\MU“\\‘\\‘\\\}‘\“\“\\“‘\\‘ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
— ——
15.00 15.50
5000 ITI/Z 131.05 29.33%
115.0
76.0 ‘
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33127: Naphthalene, 1-ethyl- — —
141.0 15.00 15.50
m/z 174.20  24.20%
5000
115.0
150 390 30 89.0 ‘ O
R o L e s B — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

82X081723W.M Tue Sep 05 00:38:17 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX@37464.D

Acqg On : 01 Sep 2023 14:56
Operator : JC/MD

Sample : IBLK

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 Naphthalene, 1,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.475 13.86 ug/l 171655 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 2360 (15.475 min): VX037464.D\data.ms (-2355) (- m/z 156.10 100.00%
156.1
5000 i
290 770 150 15.50
. (
0 8r2 2808 myz 141,05 71.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
5000 L
15.50
m/z 155.05 35.48%
77.0 115.0
39.0
’HH‘\\H‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
P
15.50
5000 ITI/Z 115.00 17.23%
77.0
115.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33165: Naphthalene, 1,5-dimethyl- ——
156.0 15.50
m/z 128.00 16.93%
5000
770 1150
ST el ' L
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX@37464.D

Acqg On : 01 Sep 2023 14:56
Operator : JC/MD

Sample : IBLK

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.609 17.80 ug/l 220456  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, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95

Abundance Scan 2382 (15.609 min): VX037464.D\data.ms (-2378) (- m/z 156.10 100.00%
156.1
5000
1151
76. ‘ 15.50 16.00
39.1 :
om_Hn_m,‘ml“,mw_‘!‘HUHW\H},‘??'?,HHWWW%‘?&"- m/z 141.05 89.81%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 A= .
15.50 16.00
m/z 155.10 27.53%
\H‘\\\\9“2‘\\"“1\‘\MU"\\‘H‘HH‘\“!‘\\“HM‘HH’HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
o Y
15.50 16.00
5000 ITI/Z 115.05 21.15%
77.0 115.0
BN . 00 AR B W | OOSN
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33161: Naphthalene, 1,4-dimethyl- — ——
156.0 15.50 16.00
m/z 128.00 18.29%
5000
115.0
770 ‘\\M w
R e E L A — —r
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\VX090123\
Data File : VX@37464.D

Acqg On : 01 Sep 2023 14:56
Operator : JC/MD

Sample : IBLK

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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, 2,7-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.645 16.10 ug/l 199307 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 96
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 94

Abundance Scan 2388 (15.645 min): VX037464.D\data.ms (-2385) (- m/z 156.10 100.00%

156.1 ' '
5000
115.1
77.0 15.50 16.00
90 | Ll %2 261
" JJMM 4 Al %8 m/z 141.05  69.28%

miz--> 50 100 150 200 250
Abundance #33130: Naphthalene, 2,7-dimethyl-
156.0

5000 M= A
15.50 16.00

m/z 155.10  39.37%

39.0 770
T L T ‘\ ‘! ‘ \ T \ T 1:’-5\ %\ H ‘m\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0

15.50 16.00
5000 m/z 115.10  19.18%
77.0 115.0
— “ \‘ \\ mh H\H\ b “ \“\‘ U ‘M‘ e e
m/z--> 50 100 150 200 250
Abundance #33148: Naphthalene, 2,3-dimethyl- — —
156.0 15.50 16.00

m/z 133.05 18.75%

5000
76.0 115.0
390 ‘ \‘\ \‘ \H\ |

—— —
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX@37464.D

Acqg On : 01 Sep 2023 14:56
Operator : JC/MD

Sample : IBLK

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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 10 Naphthalene, 1,6,7-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.651 9.13 ug/l 113085 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
3 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 91
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 87

Abundance Scan 2553 (16.651 min): VX037464.D\data.ms (-2549) (- m/z 170.10 100.00%
170.1
- M/\
R R I
128.1
84.0 ) 16.40 16.60
m_Hﬂ'aumw‘,hlm_H\‘nlwwu‘lm”‘,“1‘9,959‘_wa%ﬁlﬁ m/z 155.10  85.85%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 L ) B B
16.40 16.60
m/z 153.05 18.73%
39.0 76.0 12?'0 H |
\H‘HH“H‘\\"‘}\”\HU’W\H‘H\‘\‘\‘\‘\\““H‘\‘!‘\“H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
R R
16.40 16.60
5000 m/z 169.10 18.71%
128.0
B - XOR  1 A
m/z--> 20 40 60 80 100120140160180200220240260280 /X\
Abundance #45531: Naphthalene, 1,4,5-trimethyl- Y
155.0 16.40 16.60
m/z 152.00 17.16%
5000
115.0
63.0 H
I
e R
m/z--> 20 40 60 80 100120140160180200220240260280 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090123\
Data File : VX037464.D

Acqg On : 01 Sep 2023 14:56
Operator : JC/MD
Sample : IBLK
Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081723W.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|
Benzene, 1,2,3,... 13.286 9.5 ug/l 117190 4 12.024 619092 50.0
unknown14.615 14.615 7.7 ug/l 95863 4 12.024 619092 50.0
Naphthalene, 1-... 14.633 10.2 wug/l 126383 4 12.024 619092 50.0
Benzocyclohepta... 14.780 10.6 wug/l 131572 4 12.024 619092 50.0
3-Ethyl-2,6,10-... 15.213 7.6 ug/l 93734 4 12.024 619092 50.0
Naphthalene, 1,... 15.377 6.4 ug/l 79085 4 12.024 619092 50.0
Naphthalene, 1, 15.475 13.9 ug/l 171655 4 12.024 619092 50.0
Naphthalene, 2,... 15.609 17.8 ug/l 220456 4 12.024 619092 50.0
Naphthalene, 2,... 15.645 16.1 ug/l 199307 4 12.024 619092 50.0
Naphthalene, 1, 16.651 9.1 ug/l 113085 4 12.024 619092 50.0
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