LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91624\
Data File : VN@83917.D

Acqg On : 16 Sep 2024 15:03

Operator : JC\MD

Sample : P3936-01

Misc : 4.11g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 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_N\methods\82N©91024W.M

Title : SW846 8260

Signal : TIC: VN@83917.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 8.165 1046 1056 1060 rBv2 114998 278455 4.65% 0.501%
2 8.218 1060 1065 1077 rVB 223863 496324 8.29% 0.893%
3 8.577 1116 1126 1137 rBV 138963 308304 5.15% 0.554%
4 9.100 1206 1215 1228 rBV 307200 634059 10.59%  1.140%
5 10.565 1456 1464 1479 rBV 468476 864625 14.44% 1.555%

6 11.641 1639 1647 1659 rVV5 45145 116619 1.95%
7 11.741 1659 1664 1670 rVB2 47325 75345 1.26%
8 11.865 1678 1685 1697 rVB 410861 727149 12.15%
9 12.071 1710 1720 1724 rBV 205398 355126 5.93%
10 12.371 1764 1771 1773 rBV4 79468 149028 2.49%

OCO0ORrRrOO0
w
[
[¢]
R

11 12.482 1784 1790 1795 rVB 110057 180565 3
12 12.594 1795 1809 1822 rBV9 100263 467493 7
13 12.741 1822 1834 1835 rVV8 79569 207005 3.46%
14 12.771 1835 1839 1841 rVV 147168 249794 4
15 12.794 1841 1843 1847 rVV 139969 167435 2

[OI ORI R R
w
~N
N
B

16 12.847 1847 1852 1862 rVV2 348229 754504 12.60%
17 13.018 1877 1881 1887 rVB3 61776 115064  1.92%
18 13.094 1887 1894 1898 rBv2 179509 346001 5.78%
19 13.159 1898 1905 1913 rVB3 941207 1685146 28.15%
20 13.223 1913 1916 1921 rVB2 106865 155800 2.60%

OwWoOOoRr
(o))
N
N
R

21 13.312 1922 1931 1932 rBv4 100756 171003 2
22 13.394 1941 1945 1951 rVB2 279981 433712 7
23 13.482 1956 1960 1964 rVV 128964 197277 3.30%
24 13.518 1964 1966 1971 rVB2 80364 93166 1
25 13.576 1971 1976 1979 rBv4 96489 154283 2

OO0
w
Ul
%]
R

26 13.671 1986 1992 1997 rBV4 292220 650693 10.87%
27 13.718 1997 2000 2003 rVV2 262727 375626  6.28%
28 13.747 2003 2005 2007 rVV 158071 171255 2.86%

OFRPRO®OORr
w
[
[¢]
R

29 13.788 2007 2012 2020 rVB3 584449 1097049 18.33% 973%
30 13.853 2020 2023 2030 rVB2 264722 395198 6.60% 711%
31 13.941 2030 2038 2041 rBV6 118340 306588 5.12% ©.551%
32 13.982 2041 2045 2048 rBV2 214244 315775 5.28% 0.568%
33 14.023 2048 2052 2057 rVB3 196453 362664 6.06% ©.652%
34 14.106 2060 2066 2072 rBV 1868147 3147512 52.58% 5.661%
35 14.265 2087 2093 2098 rBV3 229381 487416 8.14% 0.877%

36 14.323 2099 2103 2107 rBV3 260281 382314 6.39% 0.688%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91624\
Data File : VN@83917.D

Acqg On : 16 Sep 2024 15:03

Operator : JC\MD

Sample : P3936-01

Misc : 4.11g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 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_N\methods\82N©91024W.M
Title : SW846 8260
37 14.365 2107 2110 2116 rVB4 251852 413902 6.91% 0.744%
38 14.435 2116 2122 2128 rBV3 354219 716713 11.97%  1.289%
39 14.500 2129 2133 2139 rVB7 140149 277664 4.64% 0.499%
40 14.582 2141 2147 2150 rBv4 447845 872490 14.58% 1.569%
41 14.623 2150 2154 2158 rVV2 841566 1248626 20.86% 2.246%
42 14.659 2158 2160 2164 rVvV 367431 401414 6.71% 0.722%
43 14.729 2168 2172 2176 rBv2 557555 701546 11.72% 1.262%
44 14.788 2176 2182 2187 rVB4 282536 620710 10.37% 1.116%
45 14.847 2187 2192 2194 rBV2 224574 395812 6.61% 0.712%
46 14.959 2202 2211 2218 rBV2 2671748 4513746 75.41% 8.118%
47 15.076 2219 2231 2241 rVV5 958466 4093334 68.38% 7.362%
48 15.217 2250 2255 2260 rVB2 382188 801645 13.39% 1.442%
49 15.270 2260 2264 2267 rBV6 163071 254602 4.25% 0.458%
50 15.317 2267 2272 2277 rVV5 424711 762679 12.74% 1.372%
51 15.429 2284 2291 2300 rBV6 404386 1579844 26.39% 2.841%
52 15.506 2300 2304 2313 rVB5 618763 1413932 23.62% 2.543%
53 15.588 2313 2318 2328 rVB 1123490 2295297 38.35% 4.128%
54 15.694 2329 2336 2340 rBV3 350491 894767 14.95% 1.609%
55 15.741 2341 2344 2348 rVV2 280034 388426 6.49% 0.699%
56 15.829 2354 2359 2370 rVB 3167724 5985850 100.00% 10.766%
57 15.947 2370 2379 2385 rBV5 724166 2224741 37.17% 4.001%
58 16.017 2388 2391 2401 rVB3 432484 839448 14.02% 1.510%
59 16.164 2412 2416 2427 rVB4 766933 1584715 26.47% 2.850%
60 16.312 2437 2441 2444 rBV4 369642 686497 11.47% 1.235%
61 16.459 2461 2466 2467 rBV 421564 631318 10.55% 1.135%
62 16.541 2477 2480 2487 rVB5 572900 1064782 17.79% 1.915%
63 16.611 2488 2492 2500 rVB 594505 1056461 17.65% 1.900%
64 16.706 2502 2508 2515 rBV2 838284 1804956 30.15%  3.246%

Sum of corrected areas: 55601289
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: P3936-01
: 4.11g/1emL/100uL/5.00mL/MSVOA_N/MEOH
14

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91624\

: VN@e83917.D
: 16 Sep 2024 15:03

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©91024W.M
: SW846 8260

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

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: VN083917.D\data.ms

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 6.40 6.60 6.80

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: VN083917.D\data.ms

10.565
9.100

11£l£ﬂj

9.00 9.50 10.00 10.50 11.00

11.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: VN083917.D\data.ms

15.829

14.959

14.106

13.159 1
13.788

13,394 1 !

865 12.847
3 &y ‘l oh \

\ 12.071 &%W

1250

T ‘ T ‘ T T ‘ T T ‘ T T ‘ T
1200 1300 1350 1400 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91624\
Data File : VN@83917.D

Acqg On : 16 Sep 2024 15:03

Operator : JC\MD

Sample : P3936-01

Misc : 4.11g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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 Undecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.106 143.45 ug/l 3147510 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Decane 142 C1eH22 000124-18-5 78
3 Hexadecane 226 C1l6H34 000544-76-3 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Tetradecane 198 C14H30 000629-59-4 64

Abundance Scan 2066 (14.106 min): VN083917.D\data.ms (-2060) (- | m/z 57.10 100.00%

57.1
5000
85.1
=

H ‘ \‘ I 1131 156.2 14.00 14.50
0 H‘_‘Himwu‘h‘NH‘M‘H‘_“W‘H‘M‘H‘H‘w“u‘u“ m/z 43.10 87.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33080: Undecane
57.0
5000 = L0
85.0 14.00 14.50

29.0 m/z 41.10 56.18%

L) juso 1560
I Ll Ally | L
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22068: Decane
43.0

—T
14.00 14.50

o

5000 m/z 71.10 50.48%
71.0
ool | | | (o w20
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane = T
57.0 14.00 14.50

m/z 85.10  30.33%

5000
85.0
29.0
0 d H |, 113.0 1410 169.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91624\
Data File : VN@83917.D

Acqg On : 16 Sep 2024 15:03

Operator : JC\MD

Sample : P3936-01

Misc : 4.11g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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 Dodecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.959 205.72 ug/1 4513750 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Undecane 156 C1l1H24 001120-21-4 80
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 2211 (14.959 min): VN083917.D\data.ms (-2202) (- | m/z 57.10 100.00%
57.1
5000
85.1
——
119.1
Ll |, 14611703 =0 ]
Ot e T e e e e m/z 43.16  83.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 T
85.0 15.00
m/z 71.10 56.28%
290 170.0
0 \\\‘\‘\‘\\“‘\\\H“\\“\\“l\\\“‘]\-%}‘2\‘0\‘\]\-\4‘]_\9\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
—
15.00
5000 m/z 41.10 48.86%
85.0
29.0
0 Ll H‘ ‘h‘ 1110 1540 1820 227
H‘_“W‘H e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane —
57.0 15.00
m/z 85.10 32.54%
5000
85.0
29 0
oL 30 1610 10 1580
H“H‘W‘H‘_‘H‘H"_‘H‘H‘W‘H“H‘W‘H‘_‘H‘H“ P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00

82N091024W.M Tue Sep 17 15:17:29 2024 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91624\
Data File : VN@83917.D

Acqg On : 16 Sep 2024 15:03

Operator : JC\MD

Sample : P3936-01

Misc : 4.11g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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 Undecane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.076 186.56 ug/1 4093330 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 64
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
4 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 58
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 53
Abundance Scan 2231 (15.076 min): VN083917.D\data.ms (-2219) (- | m/z 57.10 100.00%
57.1
T \
H 98‘-2 1321 1602 15.00
bl gy 1323 1892 2071y s 43,10 46.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 — :
15.00
m/z 71.10 43.47%
29.0 H 98.0
O\\‘\H‘\\“‘\\\‘\“\\H}\“H\\\““\\U\‘\\\]-\4.‘1-\.\0\\‘\\\]\-‘8\4.\.9\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59041: Dodecane, 6-methyl-
57.0
T \
15.00
5000 m/z 41.10 31.82%
29.0 98.0
O b 1400 1840
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74011: Tridecane, 6-methyl- T ‘
57.0 15.00
m/z 55.10 17.13%
5000
290 "o 126.0
o\\Hu\\wgo -
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91624\
Data File : VN@83917.D

Acqg On : 16 Sep 2024 15:03

Operator JC\MD

Sample : P3936-01

Misc : 4.11g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©91024W.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 unknownl5.429 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.429 72.00 ug/l 1579840 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 46
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 46
3 4-Amino-3-ethylbenzonitrile 146 C9H1ON2 170230-87-2 42
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 41
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 41

Abundance Scan 2291 (15.429 min): VN083917.D\data.ms (-2284) (- | m/z 131.05 100.00%
131.1
5000
o \VAJ\AJAW/\MAJA/\\J
43.1 AR
‘ ‘ H ‘1662 15.50
ob—— H iLH\‘HH\\‘\ ‘\\‘Mu‘ ‘HHHH‘M MM t b ‘2‘07‘-0‘ — ‘2‘8‘:1-'$ m/z 133.05 74.29%
miz-> 50 100 150 200 250
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 1
15.50
91.0 m/z 85.10 36.75%
51.0 ‘
O T T T T “‘ \M\ ‘h\ ‘\‘ ‘M T h‘\ m \H‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
—
15.50
5000 91.0 m/z 43.10 24.10%
530 ¥
m/iz--> 50 100 150 200 250
Abundance #25696: 4-Amino-3-ethylbenzonitrile T
131.0 15.50
m/z 91.10 23.67%
5000
28.0 77.0
0 L \H‘\ \\“u }H\ ‘\‘HWM‘\‘ . ‘m“‘ i u‘ , \‘ , b ——
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91624\
Data File : VN@83917.D

Acqg On : 16 Sep 2024 15:03

Operator : JC\MD

Sample : P3936-01

Misc : 4.11g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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 1-Iodo-2-methylundecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.506 64.44 ug/l 1413930 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 64
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 59
4 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 59
5 Octadecane 254 C18H38 000593-45-3 59
Abundance Scan 2304 (15.506 min): VN083917.D\data.ms (-2300) (- | m/z 57.10 100.00%
57.1
- LM
| ‘ 99.1 1331 15.50 |
169.2
ok 4 whw““ Ly 19922070 m/z 43.10  97.56%
miz-> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0
5000 — ‘
15.50
m/z 41.10 55.00%
99.0
Ot “\ ‘\“ T I ‘h‘ \h\ “‘ Lt “1\6?(\) T 2’1\1\0\ L —— \2\96“
m/z--> 50 100 150 200 250
Abundance #45498: Undecane, 3-methyl-
57.0
R \
15.50
5000 m/z 71.10 46.43%
99.0
o220 L
miz--> 50 100 150 200 250
Abundance #45487: Undecane, 2-methyl- T
43.0 15.50
m/z 85.20 39.03%
5000 85.0
127.0
ob il a0 )
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91624\
Data File : VN@83917.D

Acqg On : 16 Sep 2024 15:03

Operator : JC\MD

Sample : P3936-01

Misc : 4.11g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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 Dodecane, 4,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.588 104.61 ug/l 2295300 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 89
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 74
3 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 72
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 59

Abundance Scan 2318 (15.588 min): VN083917.D\data.ms (-2313) (- | m/z 57.10 100.00%
57.1

85.2 "y T 1
‘ 1451 g, 15.50
bbbt bt e b P 1882 m/z 71.10 74.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74024: Dodecane, 4,6-dimethyl-
57.0
5000 — :
15.50
85.0 o
m/z 43.10 59.24%
29.0 1130
\‘ ‘ \‘ \‘ 15504
0\\‘\\\\"1\\\‘\\1\“\\11‘\\\\‘\\\\’\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59063: Undecane, 4,6-dimethyl-
57.0
T \
15.50
5000 ITI/Z 41.10 39.29%

| ‘\ I ‘\‘ 11301410 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #123968: Hexadecane, 7-methyl-
57.0 15.50

m/z 56.10 27.03%

o
N
©
o

5000

85.0
112.0
154.0
Otk Ly | amso 2250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50

é
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91624\
Data File : VN@83917.D

Acqg On : 16 Sep 2024 15:03

Operator : JC\MD

Sample : P3936-01

Misc : 4.11g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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 Tridecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.829 272.82 ug/1 5985850 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Hexadecane, 1-chloro- 260 C16H33C1 004860-03-1 83
3 Hexadecane 226 C16H34 000544-76-3 74
4 Tetradecane 198 C14H30 000629-59-4 74
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 72
Abundance Scan 2359 (15.829 min): VN083917.D\data.ms (-2354) (- | m/z 57.10 100.00%
57.1
1 15‘5(5 ‘16‘00‘
184.2 : :
omW‘_HH‘,H“:"u“H“‘Muulﬁlmz‘,w,uH_WW_W%?&“ m/z 43.1e  81.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59026: Tridecane
57.0
5000 — =
15.50 16.00
27lo 000 m/z 71.10 59.57%
L1020 amo se0
O\H‘\M\MH"\\}\“HH‘H”\‘\‘\H‘HH’\H\’}\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #148416: Hexadecane, 1-chloro-
57.0
— —
15.50 16.00
5000 91.0 m/z 41.10 46.43%
O i 4 1330, 1750 2240 2600
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107217: Hexadecane — —
57.0 15.50 16.00
m/z 85.10 37.82%
5000
27.0
o \‘ L 1% 1410 1a30 2260
b e e e e e e e — —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00

82N091024W.M Tue Sep 17 15:17:38 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91624\
Data File : VN@83917.D

Acqg On : 16 Sep 2024 15:03

Operator JC\MD

Sample : P3936-01

Misc : 4.11g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©91024W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.947 101.40 ug/l 2224740  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 86
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 86

3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 70
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 70
Abundance Scan 2379 (15.947 min): VN083917.D\data.ms (-2370) (- | m/z 131.05 100.00%
131.1
5000 571 1051 U\J\M
=
Ll
Y — n il ] ol A el 1984 Lo 57,10 49.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 T
16.00
m/z 105.10 43.38%
27.0 510
O\\\\‘\‘\\\“\\“\‘\“U\‘\\“\\\\“\‘\\‘1“\M\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
C
16.00
5000 ITI/Z 71.10 34.79%
91.0
39.0 63.0 ‘ ‘
o‘Hw“‘H‘_“‘“‘UH“HHpmU‘AMw‘:“wwwww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)- —
131.0 16.00
m/z 41.10 32.20%
91.0
5000
39.0
15.0 65.0 |
0! e AARARAsEEES e
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91624\
Data File : VN@83917.D

Acqg On : 16 Sep 2024 15:03

Operator : JC\MD

Sample : P3936-01

Misc : 4.11g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.165 72.23 ug/1 1584720 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 72
3 1H-Tetrazole, 5-phenyl- 146 C7H6N4 018039-42-4 38
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 38
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 38

Abundance Scan 2416 (16.164 min): VN083917.D\data.ms (-2412) (' | m/z 118.10 100.00%

118.1
146.1
5000
91.1 —

16.00 16.50
oﬁ W‘kum“hm‘qw}§ﬁ§‘597} m/z 131.05  65.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 = SEL
105.0 16.00 16.50

m/z 146.05 56.27%

39.0 77.0 ‘
‘H‘HHM ‘\‘}\‘ ‘\H“\M‘M“M“\M\H ‘\‘H\}“ RERRNRERRE SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
e

o

==
16.00 16.50
m/z 117.10  49.72%
5000 105.0 /
39.0 77.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25509: 1H-Tetrazole, 5-phenyl- — —
118.0 16.00 16.50
m/z 105.10 37.89%
5000 91.0
' 146.0
0150
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91624\
Data File : VN@83917.D

Acqg On : 16 Sep 2024 15:03

Operator : JC\MD

Sample : P3936-01

Misc : 4.11g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.706  82.26 ug/l 1804960 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 83
3 Benzene, (3-methyl-1-methylenebu... 160 C12H16 038212-14-5 70
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 70
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 60
Abundance Scan 2508 (16.706 min): VN083917.D\data.ms (-2502) (- | m/z 118.10 100.00%
118.1
160.2
5000
T
39.1 77-1‘ ‘ 16.40 16.60
ok b L, o ol 1962 2810 nyz145.05  69.40%
miz--> 50 100 150 200 250
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
160.0
5000 LI B B B
16.40 16.60
39.0 m/z 160.20 56.05%
oL “\\‘ L‘ i“‘ ‘\M ‘\H‘H‘ \“\ ‘\‘\\“H‘ Jm ‘N\“ U R R R
miz--> 50 100 150 200 250
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
T
16.40 16.60
5000 ITI/Z 117.10 40.43%
160.0
|
[ \‘\‘ “\ i‘” “m“mh\‘ Il ‘\H‘H‘ ‘h\ ‘M“ I — —
miz--> 50 100 150 200 250
Abundance #36238: Benzene, (3-methyl-1-methylenebutyl)- T
118.0 16.40 16.60
m/z 105.10 34.10%
5000
43.0
‘ 8.0 ‘ 160.0
I A
S O
m/z--> 50 100 150 200 250 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91624\
Data File : VN@83917.D

Acqg On : 16 Sep 2024 15:03

Operator : JC\MD

Sample : P3936-01

Misc : 4.11g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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|
Undecane 14.106 143.4 ug/l 3147510 4 13.794 1097050 50.0
Dodecane 14.959 205.7 wug/l 4513750 4 13.794 1097050 50.0
Undecane, 2,6-d... 15.076 186.6 ug/l 4093330 4 13.794 1097050 50.0
unknown15.429 15.429 72.0 ug/l 1579840 4 13.794 1097050 50.0
1-Iodo-2-methyl... 15.506 64.4 ug/l 1413930 4 13.794 1097050 50.0
Dodecane, 4,6-d... 15.588 104.6 ug/l 2295300 4 13.794 1097050 50.0
Tridecane 15.829 272.8 wug/l 5985850 4 13.794 1097050 50.0
1H-Indene, 2,3-... 15.947 101.4 ug/l 2224740 4 13.794 1097050 50.0
Naphthalene, 1,... 16.165 72.2 ug/l 1584720 4 13.794 1097050 50.0
Naphthalene, 1,... 16.706 82.3 wug/l 1804960 4 13.794 1097050 50.0
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