LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73352.D

Acqg On : 06 Jul 2022 18:03

Operator : JC\MD

Sample : N3586-05 10X

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

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_N\methods\82N062822W.M

Title : SW846 8260

Signal : TIC: VN@73352.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.240 902 910 920 rBvV2 18608 49379  2.39% 0.158%
2 7.951 1020 1031 1036 rBV 221785 548293 26.57% 1.756%
3 8.016 1036 1042 1053 rVV 426384 994101 48.17%  3.184%
4 8.222 1070 1077 1087 rBV2 26615 63882 3.10% 0.205%
5 8.369 1092 1102 1116 rVV 230625 535710 25.96% 1.716%
6 8.757 1160 1168 1175 rBV5 15599 36627 1.77% 0.117%
7 8.898 1183 1192 1207 rBV 590390 1236726 59.93% 3.961%
8 9.386 1267 1275 1284 rBV3 9831 23856 1.16% 0.076%
9 10.380 1435 1444 1449 rBV 813075 1537856 74.52% 4.925%
10 10.439 1449 1454 1463 rW 594806 1099718 53.29% 3.522%
11 10.557 1467 1474 1480 rVB3 21669 46678 2.26% 0.149%
12 11.286 1593 1598 1603 rVB5 15130 27242 1.32% 0.087%
13 11.392 1611 1616 1620 rBV5 13137 25892 1.25% 0.083%
14 11.469 1621 1629 1635 rBV4 43254 111897 5.42% 0.358%
15 11.569 1641 1646 1650 rVB 38077 62729 3.04% 0.201%

16 11.680 1658 1665 1673 rBV 893870 1569091 76.03%
17 11.898 1693 1702 1710 rBV4 226550 436358 21.14%
18 12.116 1735 1739 1744 rVB6 16951 26336  1.28%

[CRCHRCNENT]
[
o7
IS
R

19 12.192 1745 1752 1754 rBV4 62870 116695 5.65% 374%
20 12.310 1767 1772 1776 rVB 82333 117359 5.69% 376%
21 12.422 1781 1791 1798 rBV8 72206 234233 11.35% ©.750%
22 12.522 1802 1808 1809 rBVS5 25718 45004 2.18% 0.144%
23 12.569 1812 1816 1817 rBv4 29927 39535 1.92% 0.127%
24 12.598 1817 1821 1823 rBV2 58098 66975 3.25% ©0.214%
25 12.622 1823 1825 1828 rVB2 65904 68893 3.34% ©0.221%

26 12.669 1828 1833 1838 rBV 718868 1168987 56.65%
27 12.839 1858 1862 1869 rVB4 46585 102227  4.95%
28 12.921 1870 1876 1880 rBV3 136427 262076 12.70%
29 12.986 1880 1887 1894 rVV 836246 1424482 69.03%
30 13.045 1894 1897 1902 rVB2 71549 102413  4.96%

O p,P,OOW
(o]
w
o]
R

31 13.098 1903 1906 1908 rBv4 24305 30251 1.47%
32 13.157 1909 1916 1919 rBV4 58804 166237  8.06%
33 13.221 1923 1927 1934 rVB2 180305 276261 13.39%
34 13.304 1935 1941 1946 rVV 256518 459475 22.26%
35 13.404 1955 1958 1960 rBV2 38994 47099 2.28%

OrRroOOOC
00
00
U1
B

36 13.504 1968 1975 1979 rBV6 201499 431642 20.92% 1.382%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73352.D

Acqg On : 06 Jul 2022 18:03

Operator : JC\MD

Sample : N3586-05 10X

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

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_N\methods\82N062822W.M
Title : SW846 8260
37 13.545 1979 1982 1985 rVvv2 153452 215250 10.43% 0.689%
38 13.610 1985 1993 2002 rVV2 1109581 2063665 100.00% 6.609%
39 13.686 2002 2006 2011 rVB2 144171 201431 9.76% 0.645%
40 13.804 2023 2026 2030 rBV2 137586 192110 9.31% 0.615%
41 13.851 2030 2034 2037 rBV3 82183 118537 5.74% 0.380%
42 13.933 2042 2048 2053 rBV 1123201 1654485 80.17% 5.299%
43 13.974 2053 2055 2058 rVV3 51311 56197 2.72% ©0.180%
44 14.074 2068 2072 2073 rBV 59785 84073 4.07% 0.269%
45 14.098 2073 2076 2081 rVV3 142311 232974 11.29%  0.746%
46 14.151 2082 2085 2090 rVB 161198 212665 10.31% 0.681%
47 14.263 2098 2104 2109 rBV2 243066 415189 20.12% 1.330%
48 14.321 211e 2114 2120 rBV6 85864 209572 10.16% 0.671%
49 14.445 2121 2135 2139 rBv8 428586 1131152 54.81% 3.623%
50 14.557 2150 2154 2158 rBV3 190101 278414 13.49% 0.892%
51 14.604 2158 2162 2167 rVB5 208913 339766 16.46%  1.088%
52 14.663 2168 2172 2175 rVV6 112715 180847 8.76% 0.579%
53 14.698 2176 2178 2182 rVV 126522 164234 7.96% 0.526%
54 14.745 2182 2186 2187 rVV 160062 190060 9.21% 0.609%
55 14.786 2188 2193 2199 rVV3 638478 1114103 53.99% 3.568%
56 14.863 2199 2206 2211 rVV4 455007 1139089 55.20% 3.648%
57 14.910 2211 2214 2221 rVB4 255636 494785 23.98% 1.585%
58 15.021 2228 2233 2239 rVvB2 203221 397863 19.28% 1.274%
59 15.127 2246 2251 2255 rBv4 170951 274623 13.31% 0.880%
60 15.239 2265 2270 2277 rVB3 165465 378545 18.34% 1.212%
61 15.398 2292 2297 2301 rBV3 171252 353800 17.14% 1.133%
62 15.486 2309 2312 2316 rVB 123033 176889 8.57% 0.567%
63 15.539 2317 2321 2332 rVWVW7 222966 647022 31.35% 2.072%
64 15.627 2332 2336 2346 rVB3 402276 802272 38.88% 2.569%
65 15.727 2346 2353 2361 rBV3 181129 511284 24.78% 1.637%
66 15.939 2385 2389 2396 rVB2 383164 708772 34.35%  2.270%
67 16.110 2412 2418 2432 rVB5 146893 522037 25.30% 1.672%
68 16.257 2435 2443 2448 rBV5 282136 667031 32.32% 2.136%
69 16.462 2472 2478 2484 rBV2 263422 546282 26.47% 1.750%
70 16.527 2484 2489 2494 rVV5 145284 314999 15.26% 1.009%
71 16.592 2496 2500 2510 rVB3 192234 399713 19.37%  1.280%

72 16.745 2519 2526 2531 rBV3 77759 242533 11.75% 0.777%

Sum of corrected areas: 31224478
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N3586-05 10X
: 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 22 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe70622\

: VN@73352.D
: 06 Jul 2022 18:03

JC\MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: VNO73352.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

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VNO073352.D\data.ms

11.680

Time-->

10.380
8.898 10.439
8.016
7.9 8.369
7.240 8.222/\ 8.757 9.386 0.557 11 2 |

7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11 50

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VNO73352.D\data.ms
13.610 13.933

12.986

12.669 14.786

14.445 '863

15. 627 15.939

6.462
263 i 45 311372 15. 53 16.25%

13.304 1, 129 14046 15 0 4615727 _ .§-2
" o g ity mut M
e

SR
1219
12,1767\ A

560 128

Time-->

T T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82N062822W.M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73352.D

Acqg On : 06 Jul 2022 18:03

Operator : JC\MD

Sample : N3586-05 10X

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 1
R.T. EstConc Area Relative to ISTD R.T.
13.933  40.09 ug/l 1654490 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Tetradecane 198 C14H30 000629-59-4 80
3 Decane 142 C1OH22 000124-18-5 72
4 Hexadecane 226 C16H34 000544-76-3 59
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59
Abundance Scan 2048 (13.933 min): VN073352.D\data.ms (-2042) (- | m/z 57.05 100.00%
57.0
5000
85.0
—
138.1 14.00
113.1
0 } e 6511910 1 tnyy 43,10 90.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane
57.0
5000 T
85.0 14.00
29.0 ’ m/z 41.00 54.64%
‘\ “ L | “ 1130  156.0
O \\\‘\\\\"}\\\“\\H\‘\\\\“\\\‘\‘\‘\\\‘\\\}‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
——
14.00
5000 m/z 71.10 50.62%
85.0
29.0
. 113.0 141.0 169.0 198.0
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane T
43.0 14.00
m/z 85.05 30.63%
5000
71.0
L lsmo
0 H\‘\1\\,‘1Hw“H‘\W‘\H“‘\\h‘\m“uu‘\m‘\m‘uu —T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73352.D

Acqg On : 06 Jul 2022 18:03

Operator : JC\MD

Sample : N3586-05 10X

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62822W.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 2 Naphthalene, decahydro-2-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.445  27.41 ug/1 1131156 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 64
2 Cyclohexane, (1-methylbutyl)- 154 C11H22 061208-94-4 60
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 49
4 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 49
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 46
Abundance Scan 2135 (14.445 min): VNO73352.D\data.ms (-2121) (- | m/z 83.00 100.00%
55.0 83.0
152.1
5000
——
110.0 14.50
0 Modow Lol 18302078 oo 0n o388y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 L
14.50
109.0 m/z 82.05 88.21%
O' }\‘\H\“\\‘\\‘h\\\“\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 82.0
—
14.50
5000 m/z 41.00 79.13%
111.0
29.0 154.0
0l el b b e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12175: Cyclohexane, 2-propenyl- —
55.0 14.50
83.0 m/z 81.00 63.61%
5000
21.0 H | 124.0
IR T 7 1 T O —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73352.D

Acqg On : 06 Jul 2022 18:03

Operator : JC\MD

Sample : N3586-05 10X

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.786  26.99 ug/l 1114100 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 92
2 Dodecane 170 C12H26 000112-40-3 78
3 Tetradecane 198 C14H30 000629-59-4 49
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 49
5 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 47
Abundance Scan 2193 (14.786 min): VN073352.D\data.ms (-2188) (- | m/z 57.05 100.00%
57.0
5000
— —
14.50 15.00
170.1
0 Hww“‘whu“J‘:‘,‘M‘,HH;‘Hh_wmH?R‘?%Hw?ﬁ%‘ m/z 43.05 88.43%
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #59028: Tridecane
57.0
5000 85.0 L — ——
14.50 15.00
20.0 m/z 71.05 55.93%
“ L ‘ || 11301410 1840
0 H\‘HH‘H\ ‘HH’HH’HH‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance
57.0
— —
14.50 15.00
5000 m/z 41.00 46.18%
85.0
29.0
. 113.0149 ¢ 170.0
T T e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74006: Tetradecane T ——
57.0 14.50 15.00
m/z 119.00 39.17%
5000
85.0
29.0
H‘_‘H‘H‘w‘H‘M‘H,HH‘H‘w‘H‘_‘H‘H‘wu‘w‘u‘_‘u‘u el — =
m/z--> 20 40 60 80 100120140160 180200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73352.D

Acqg On : 06 Jul 2022 18:03

Operator : JC\MD

Sample : N3586-05 10X

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.863 27.60 ug/l 1139090 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 89
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 70
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 70
Abundance Scan 2206 (14.863 min): VN073352.D\data.ms (-2199) (- | m/z 117.00 100.00%
117.0
- WMLN
550 91 ‘ T 1
14.50 15.00
148.0
o‘H,‘H“‘Mw“‘v,“k‘h‘m“Hw\ M!;»MN":;‘_1;?4‘-9”?97;9_”359& m/z 131.95  36.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 = e
14.50 15.00
m/z 119.00 35.57%
39.0 g5, 91.0 ‘ ‘
O\H’\‘\H"\\M\‘\"U\\\"H\\’\HU‘\‘U\‘\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
117.0
— —=
14.50 15.00
5000 m/z 115.00 27.18%
91.0
51.0
15.0
Ol el el el W e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)- — —
117.0 14.50 15.00
m/z 55.00 21.82%
5000
91.0
51.0
8L 1 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73352.D

Acqg On : 06 Jul 2022 18:03

Operator : JC\MD

Sample : N3586-05 10X

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62822W.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 5 unknownl5.539 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.539  15.68 ug/1 647022 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanenitrile, 3-(phenylamino)- 146 CO9H1ON2 001075-76-9 38
2 Hexane, 2-phenyl-3-propyl- 204 C15H24 1000161-01-5 35
3 N,N-Di(2-propynyl)-N-(2-propenyl... 133 C9H11N 053146-05-7 35
4 2-(p-Tolyl)ethylamine 135 C9H13N 003261-62-9 35
5 Benzaldehyde 106 C7H60 000100-52-7 30

Abundance Scan 2321 (15.539 min): VN073352.D\data.ms (-2317) (- | m/z 105.00 100.00%
10k

05.0

=

5000
77.0 13301621 T \
39.0 ‘ H ‘ ‘ 15.50
ol bl ULl b L 3032 280 106 00 04.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25702: Propanenitrile, 3-(phenylamino)-
106.0
5000 = ‘
15.50
77.0 146.0 m/z 117.08  37.89%
39.0 ‘
0 ’\“}‘H“i‘\\‘\”\“\“\H“‘H\‘\‘MH‘\H\‘\‘H\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
105.0
T \
15.50
5000 m/z 91.00 36.53%
57.0
27.0
0 133.0161.0 2040
P T T T T T S T
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #16985: N,N-Di(2-propynyl)-N-(2-propenyl)amine —— ‘
106.0 15.50
m/z 131.00 26.22%
5000
39.0
77.0
‘\ Lk 13#0
O T e e e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73352.D

Acqg On : 06 Jul 2022 18:03

Operator : JC\MD

Sample : N3586-05 10X

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.627 19.44 ug/1 802272  1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 89
2 Tridecane 184 C13H28 000629-50-5 87
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 55
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 55
5 Dodecane 170 C12H26 000112-40-3 49
Abundance Scan 2336 (15.627 min): VN073352.D\data.ms (-2332) (- | m/z 57.05 100.00%
57.0
5000
105.0 J\/\/JLAJ
— —
H ‘ 2.1 15.50 16.00
om_m,‘HJ,‘MMumw,ww‘:‘“2“??‘?“”,””‘%“393 m/z 43.10  79.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane
57.0
5000 — —
15.50 16.00
m/z 71.10 59.32%
0 27‘ ‘ ' ‘990 141.0 183.0 226.0
H\‘\H\’\H\’\\H‘HH‘HH‘HH’HH‘HH‘HH‘\H\’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
— —
15.50 16.00
5000 m/z 41.00 46.72%
27.0
90 1410 1840
Ottt e e i e e preerp e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45494: Undecane, 5-methyl- T T
43.0 15.50 16.00
m/z 85.10 37.79%
h I JN\/J\M
O ko 2801550 S
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_N\Data\VN@70622\
Data File : VN@73352.D

Acqg On : 06 Jul 2022 18:03

Operator : JC\MD

Sample : N3586-05 10X

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.939  17.17 ug/1 708772  1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
2 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14 019947-22-9 74
3 Benzene, (1-methylenebutyl)- 146 C1l1H14 005676-32-4 68
4 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 58
5 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 49

Abundance Scan 2389 (15.939 min): VN073352.D\data.ms (-2385) (- | m/z 118.00 100.00%

118.0
146.1
5000
91.0

51.0
LMJ“JW%WMMwﬂme‘Mwmhug}7ﬁ??9%9u“ m/z 131.00  71.63%

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 1
105.0 16.00

m/z 146.05 64.38%

39.0 77.0
: “’MWWWW Mm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118.0

o

16.00
5000 91.0 m/z 117.00 50.17%
51.0 146.0
27.0
Y RAY S TR B T AT |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24993: Benzene, (1-methylenebutyl)- ——
118.0 16.00

m/z 105.00  36.03%

5000
91.0
51.0
27.0 146.0

T
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73352.D

Acqg On : 06 Jul 2022 18:03

Operator : JC\MD

Sample : N3586-05 10X

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 7
R.T. EstConc Area Relative to ISTD R.T.
16.257 16.16 ug/l 667031 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 86
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 83
3 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 58
4 2-Propenal, 3-(4-methylphenyl)- 146 C10OH100 001504-75-2 58
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 58

Abundance Scan 2443 (16.257 min): VN073352.D\data.ms (-2435) (- | m/z 131.00 100.00%

131.0
5000
91.0

—L —
41.0 ‘ 160.0 16.00 16.50
“H\ Ll J\H\mu‘\\ h il ‘\\“H I

el bk Wl L2032 2810 ns; 118,00 53.41%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

5000 - -
16.00 16.50

91.0 m/z 146.00  53.29%
\

39.0 ‘
‘u\\“‘!\“}‘\“m\‘h““u‘h“‘1‘\\!‘\M“HW‘HWm‘uu‘uu‘uu‘uu‘uu‘u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
131.0

" e
16.00 16.50

o

o

5000 m/z 145.05 39.98%
91.0
39.0
L.
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #25701: 1H-Benzimidazole, 5,6-dimethyl- —— ——
146.0 16.00 16.50

m/z 115.10  32.83%

5000
91.0
63.0 |

) A — —r— —r—
m/z--> 20 40 60 80 100120140160 180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73352.D

Acqg On : 06 Jul 2022 18:03

Operator : JC\MD

Sample : N3586-05 10X

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 9
R.T. EstConc Area Relative to ISTD R.T.
16.462 13.24 ug/l 546282 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 93
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 70
3 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 70
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 60
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 60
Abundance Scan 2478 (16.462 min): VN073352.D\data.ms (-2472) (- | m/z 118.05 100.00%
118.1
160.1
5000
e N R ama
39.1 770 H 16.2016.40 16.60
AN E D L oy 1899 2806 /7 145.00  81.73%
miz-> 50 100 150 200 250
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
160.0
5000 LN L ) L A
16.2016.40 16.60
m/z 160.10 60.10%
390 77, o ‘
O T T “\ ‘\‘ “‘ \M \‘ ‘H\ ‘\ H\‘ ‘\ Jm \M“‘ U T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance
145.0
R Ama
16.2016.40 16.60
5000 m/z 117.00 39.93%
105.0
o 39.0 71.0
‘ o . — —
miz--> 50 100 150 200 250
Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- T
145.0 16.2016.40 16.60
m/z 105.00 39.58%
5000
105.
41.0 ‘ ‘
m/z--> 50 100 150 200 250 16.2016.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73352.D

Acqg On : 06 Jul 2022 18:03

Operator : JC\MD

Sample : N3586-05 10X

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 13.933 40.1 ug/l 1654490 4 13.610 2063670 50.0
Naphthalene, de... 14.445 27.4 ug/l 1131150 4 13.610 2063670 50.0
Tridecane 14.786 27.0 ug/l 1114100 4 13.610 2063670 50.0
1H-Indene, 2,3-... 14.863 27.6 ug/l 1139090 4 13.610 2063670 50.0
unknown15.539 15.539 15.7 ug/l 647022 4 13.610 2063670 50.0
Hexadecane 15.627 19.4 ug/l 802272 4 13.610 2063670 50.0
Naphthalene, 1,... 15.939 17.2 wug/l 708772 4 13.610 2063670 50.0
Naphthalene, 1,... 16.257 16.2 ug/l 667031 4 13.610 2063670 50.0
Naphthalene, 1,... 16.462 13.2 ug/l 546282 4 13.610 2063670 50.0
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