LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31924\
Data File : VN©81483.D

Acqg On : 19 Mar 2024 20:08

Operator : JC\MD

Sample : P1772-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 25 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©31824W.M
Title : SW846 8260
Signal : TIC: VN@81483.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1  2.495 890 92 99 rBV3 51596 174054 1.53% 0.228%
2 6.677 792 803 817 rBVS5S 34298 134219 1.18% 0.176%
3 8.165 1045 1056 1060 rBV 345099 842368 7.41% 1.103%
4 8.218 1060 1065 1074 rVV 772726 1746245 15.37%  2.287%
5 8.324 1076 1083 1091 rVB2 45686 114810 1.01% 0.150%
6 8.441 1094 1103 1111 rBV 229386 519455 4.57% 0.680%
7 8.577 1117 1126 1135 rBV 368684 828985 7.30% 1.086%
8 8.694 1140 1146 1155 rVW5 39703 115708 1.02% 0.152%
9 8.965 1182 1192 1201 rBV 433649 877450 7.72% 1.149%
10 9.100 1207 1215 1225 rBV 940634 1930837 16.99% 2.528%

11  9.594 1288 1299 1304 rBV5 80643 215163 1
12 10.565 1456 1464 1471 rBV 1387274 2615552 23.
13 10.629 1471 1475 1488 rVV 121496 252485 2.22%
14 10.741 1489 1494 1503 rVB2 65181 120438 1
15 11.641 1642 1647 1651 rBv4 90485 176539 1
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w
w
=
R

16 11.747 1660 1665 1670 rVB 98475 166437 1.46%
17 11.865 1678 1685 1695 rVB 1166249 2157394 18.99%
18 11.965 1697 1702 1706 rBv2 138239 243083 2.14%
19 12.071 1712 1720 1725 rBV 896430 1611559 14.18%
20 12.400 1766 1776 1782 rBV2 326649 873615 7.69%
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R

21 12.482 1785 1790 1796 rVB2 173913 293156 2
22 12.606 1803 1811 1812 rBV4 106191 235976 2
23 12.770 1836 1839 1842 rBV3 111361 171365 1.51%
24 12.853 1847 1853 1862 rVB2 1021486 2001563 17.
25 13.035 1878 1884 1889 rBV 197203 355411 3
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N
N
i
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26 13.100 1889 1895 1898 rVV 624311 1090145 9.59%
27 13.159 1899 1905 1913 rVV2 1666724 3671635 32.31%
28 13.229 1913 1917 1922 rVB2 202701 326664  2.87%
29 13.341 1927 1936 1941 rBV2 341782 1057778  9.31%
30 13.394 1941 1945 1954 rVB2 668598 1239238 10.91%
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N
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31 13.482 1955 1960 1965 rBV 1096068 1730378 15.23%
32 13.523 1965 1967 1972 rVB2 139423 201494  1.77%
33 13.576 1972 1976 1979 rBV2 263505 356229 3.14%
34 13.617 1980 1983 1985 rBV3 122883 149799 1.32%
35 13.676 1989 1993 1997 rVWW5 576955 1176310 10.35%
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o
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R

36 13.717 1997 2000 2003 rVV3 647484 914980 8.05%  1.198%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31924\
Data File : VN©81483.D

Acqg On : 19 Mar 2024 20:08

Operator : JC\MD

Sample : P1772-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 25 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©31824W.M

Title : SW846 8260

37 13.753 2003 2006 2008 rVV 410942 532876 4.69% 0.698%
38 13.788 2008 2012 2017 rVV2 1694064 3165185 27.86% 4.145%
39 13.853 2021 2023 2031 rVB2 871729 1375978 12.11% 1.802%
40 13.941 2032 2038 2041 rBV5 296042 611219 5.38% 0.800%
41 13.988 2042 2046 2056 rBv4 578579 1763117 15.52% 2.309%

42 14.106 2061 2066 2072 rBV 7170531 11362751 100.00% 14.880%

43 14.217 2082 2085 2088 rVB3 292811 332808 2.93% 0.436%
44 14.264 2088 2093 2098 rBV5 742802 1509788 13.29% 1.977%
45 14.370 2108 2111 2117 rVB4 990884 1551725 13.66% 2.032%
46 14.441 2118 2123 2127 rBV4 526737 1023850 9.01%  1.341%
47 14.506 2130 2134 2139 rBV4 466779 772015 6.79% 1.011%
48 14.582 2142 2147 2150 rBV3 1156846 2225296 19.58%  2.914%
49 14.629 2151 2155 2158 rVV3 2308116 3526541 31.04% 4.618%
50 14.664 2158 2161 2164 rVB 784544 933623 8.22%  1.223%
51 14.735 2169 2173 2176 rBV2 993187 1422147 12.52% 1.862%
52 14.770 2176 2179 2180 rBV 348703 370010 3.26% 0.485%
53 14.959 2206 2211 2217 rBV 4245671 6019022 52.97% 7.882%
54 15.041 2219 2225 2230 rBV4 1690256 3878154 34.13% 5.079%
55 16.476 2462 2469 2481 rVB 1482755 3298570 29.03%  4.320%

Sum of corrected areas: 76363192
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31924\
Data File : VN@©81483.D

Acqg On : 19 Mar 2024 20:08

Operator : JC\MD

Sample : P1772-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.M
Quant Title : SW846 8260

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

Abundance TIC: VN081483.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31924\
Data File : VN@©81483.D

Acqg On : 19 Mar 2024 20:08

Operator : JC\MD

Sample : P1772-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Heptane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.965 22.72 ug/l 877450  1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
3 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 50
4 3-Hexanone 100 C6H120 000589-38-8 49
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 47

Abundance Scan 1192 (8.965 min): VN081483.D\data.ms (-1182) (-) m/z 43.00 100.00%

43.0
5000
100.1 .

‘ 8.60 8.80 9.00 9.20
gl |

0 g M58 2074 2810 sz 71010 80.91%

m/z--> 50 100 150 200 250
Abundance #4463: Heptane
43.0
5000 \\‘\\\\‘\\\\’\\\\‘\\\\‘\

8.60 8.80 9.00 9.20
m/z 41.00 70.15%

L]
T T ‘\ \‘ \ . ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #4465: Hexane, 3-methyl-
43.0
L

8.60 8.80 9.00 9.20

o

5000 m z 57.10 64.98%
“ ‘ 85.0
0= *U\‘*“*‘*? * T T T
m/z--> 50 100 150 200 250
Abundance #126389: Octane, 1,1'-oxybis-
57.0 8.60 8.80 9.00 9.20
m/z 56.00  41.95%

5000
27.0
‘ ‘ 112.0
. “\ ‘H\‘H\‘ ‘\“\‘ 4 “H‘ ‘14"3‘0 : — ‘22‘4‘0‘ —

m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31924\
Data File : VN@©81483.D

Acqg On : 19 Mar 2024 20:08

Operator : JC\MD

Sample : P1772-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 unknownl13.988 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.988 27.85 ug/l 1763120 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 46
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 42
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 41
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 38
5 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 38
Abundance Scan 2046 (13.988 min): VN081483.D\data.ms (-2042) (- | m/z 105.00 100.00%
105.0
- \]LJ\JM\fJ\xJLJ\
134.1
=
39.0 ‘67'0 N ‘ ‘ 14.00
obrrrerdlaebd b LA L 17401999 117 60 53.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
5000 1
91.0 14.00
m/z 118.00 30.46%
39.0 65.0
0 \H‘\‘\\\“\\“1\““U\\”ih‘\\“}\“‘\u [T T T[T I T T[T T[T rri
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17039: Benzene, (1-methylpropyl)-
105.0
e
14.00
5000 m/z 134.05 22.05%
770 134.0
L 270510 7O
B ma e AEEEAREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10192: Benzene, 2-propenyl- T
117.0 14.00
m/z 115.00 20.75%
5000 91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31924\
Data File : VN@©81483.D

Acqg On : 19 Mar 2024 20:08

Operator : JC\MD

Sample : P1772-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 2,6-Dimethyldecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.265 23.85 ug/l 1509790 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dimethyldecane 170 C12H26 013150-81-7 96
2 Octane, 2-methyl- 128 C9H20 003221-61-2 81
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 76
4 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 64
5 Heptadecane 240 C17H36 000629-78-7 53

Abundance Scan 2093 (14.264 min): VN081483.D\data.ms (-2088) (- | m/z 57.10 100.00%
57.1

- sed MJLVMW

1191 o R

| “ ‘ Sl 17 14.00 14.50
Ok et et el il L [T 273D 2073 0 43 05 77.96%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45485: 2,6-Dimethyldecane
43.0
71.0

5000 — A
14.00 14.50

m/z 71.10 54.66%

113.0
\‘\‘1‘\\U}\\“‘\‘\M}\’\‘\\\”‘\\H\‘\H\J\-%?\.\O\\‘1\7\9'\()’\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14531: Octane, 2-methyl-
43.0

== I
14.00 14.50

o

5000 m/z 41.00 49,82%
71.0
(R e R AR Eana s s e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45506: Decane, 3,6-dimethyl- T —
57.0 14.00 14.50

m/z 85.10  38.09%

5000
85.0
290‘ 113.0
Y1410
L ] 1700

‘ o
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©31924\
Data File : VN@©81483.D

Acqg On : 19 Mar 2024 20:08

Operator : JC\MD

Sample : P1772-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Decane, 3,7-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.370  24.51 ug/1 15517360 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 81
2 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 59
3 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 59
4 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 50
5 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 47
Abundance Scan 2111 (14.370 min): VN081483.D\data.ms (-2108) (- | m/z 71.10 100.00%
431 711
5000
| | 96.0 12‘7'1 1501 14.00 14:50
ob el b L PR 1881 2203t 45 1 g5.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45501: Decane, 3,7-dimethyl-
43.0
71.0
5000 = =
14.00 14.50
‘ m/z 57.10 78.30%
127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59089: Decane, 2,3,8-trimethyl-
57.0
= —
14.00 14.50
5000 85.0 m/z 85.10 70.04%
ThAL | e
0“Juwﬂ‘ﬂyuM‘ﬂuHhuuw“uﬂu‘w‘u“u‘w‘u‘_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59050: Undecane, 2,8-dimethyl- = -
43.0 14.00 14.50
m/z 41.00 41.93%
71.0
h fov/\vvh«kwAjJMJw\A
0 20D 1600 o AerS
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©31924\
Data File : VN@©81483.D

Acqg On : 19 Mar 2024 20:08

Operator : JC\MD

Sample : P1772-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Undecane, 6-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.582  35.15 ug/1 2225300 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 6-methyl- 170 C12H26 017302-33-9 60
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 47
3 Heptane, 4-propyl- 142 C1eH22 003178-29-8 43
4 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 43
5 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 35
Abundance Scan 2147 (14.582 min): VN081483.D\data.ms (-2142) (- m/z 57.10 100.00%
57.1
w m
98.1 ot ‘
14.50
138.1
Obrrrprreeds “‘H“ JJ‘“ el LR 7022078 s 43,10 38.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45491: Undecane, 6-methyl-
57.0
5000 —— :
14.50
98.0 m/z 41.00  33.23%
29.0 ‘
0\\\\‘\‘\‘\\"‘\\\‘!“\\‘H\\‘\‘\\\“\\\?—‘2\6\.\9‘\\\\‘]-ZO\.\O‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
T
14.50
5000 m/z 98.10 24.24%
27.0 98.0
b 1820
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22086: Heptane, 4-propyl- R ‘
57.0 14.50
m/z 71.10  18.88%
5000
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31924\
Data File : VN@©81483.D

Acqg On : 19 Mar 2024 20:08

Operator : JC\MD

Sample : P1772-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Naphthalene, decahydro-2-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.629 55.71 ug/1 3526540 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 86
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 38
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 38
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 37
5 (E)-2,6-Dimethylocta-3,7-diene-2... 170 C10H1802 051276-34-7 35

Abundance Scan 2155 (14.629 min): VN081483.D\data.ms (-2151) (- m/z 83.10 100.00%

83.1
5000 4L.0 152.1
—— —
Ll | s
ol AL AL AL L 19032200 280 ./, gy e 84.69%
miz--> 50 100 150 200 250
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 . -
14.50 15.00
m/z 55.00 68.96%
L

0 \“\ ‘H‘ ‘h‘\ “‘h‘ \“‘%]JP.Q\ L L B B B B B B
miz--> 50 100 150 200 250
Abundance #31430: Cyclohexane, pentyl-
55.0

——
14.50 15.00
5000 m/z 81.00 52.46%

‘ 670 154.0

7.
¥5PWhWJuN‘J‘u ‘ ‘J‘ e
miz--> 50 100 150 200 250

Abundance 13251: Cyclohexane, (1-methylethyl)- T
53.0 14.50 15.00

m/z 41.00 50.55%

- W\AA/\W\JN\
250 | 850 220

— :
miz--> 50 100 150 200 250 14.50 15.00

o

F

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31924\
Data File : VN@81483.D

Acqg On : 19 Mar 2024 20:08

Operator : JC\MD

Sample : P1772-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample

Quant Method
Quant Title

TIC Library

Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©31824W.M
: SW846 8260

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 Decane,

3,8-dimethyl-

Concentration Rank 10

ative to ISTD R.T.
chlorobenzene-d4 13.794
MolForm CASH# Qual
C12H26 017312-55-9 74
C12H26 001002-43-3 64
C20H42 013287-24-6 53
C1leH21I 002050-77-3 50
C13H28 017453-94-0 50

R.T. EstConc Area Rel
14.735 22.47 ug/l 1422150 1,4-Di
Hit# of 5 Tentative ID MW
1 Decane, 3,8-dimethyl- 170
2 Undecane, 3-methyl- 170
3 Nonadecane, 9-methyl- 282
4 Decane, 1-iodo- 268
5 Undecane, 5-ethyl- 184

Abundance Scan 2173 (14.735 min): VN081483.D\data.ms (-2169) (- | m/z 57.10 100.00%
57.1
e —
99.1 1411 14.50 15.00
ol L4 L gl [11 1782 2163 280€ 041 0 4s.08%
miz--> 50 100 150 200 250
Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000 —r— ——
14.50 15.00
m/z 71.10 47.50%
‘ 97-0 141.0
O T T T \“‘ ‘\ ‘!‘ ‘H\‘ ‘ \“ T T i‘ ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #45490: Undecane, 3-methyl-
57.0
e —
14.50 15.00
5000 m/Z 43.10 44 ,39%
27‘.0 99.0 141.0
) 0 5 O W —
miz--> 50 100 150 200 250
Abundance #176393: Nonadecane, 9-methyl- = —
57.0 14.50 15.00
m/z 85.10 44.15%
5000
99.0 140.0
oL Z0 L iy a0 ano  2er0 ML L,
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31924\
Data File : VN@©81483.D

Acqg On : 19 Mar 2024 20:08

Operator : JC\MD

Sample : P1772-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Dodecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.959 95.08 ug/l 6019020 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 97
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 86
5 Undecane 156 C11H24 001120-21-4 83
Abundance Scan 2211 (14.959 min): VN081483.D\data.ms (-2206) (- | m/z 57.10 100.00%
57.1
5000
——
15.00
112.1 170.2
0 m‘m‘H‘:HHH‘W“H‘luJ‘_m_}‘4‘1“1‘““““‘?9‘1‘9“”” m/z 43.10  80.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45480: Dodecane
57.0
5000 R
85.0 15.00
29.0 m/z 71.10 59.51%
112.0 170.0
O \\\‘\‘\‘\\‘\\\H‘\\“\\“1\\\H‘\\U\‘\‘\]\-\4"]-\9\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
—
15.00
5000 85.0 m/z 41.00 47.40%
29.0
oo L 01810 3650 1880
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane T
57.0 15.00
m/z 85.10 37.25%
5000
85.0
29.0
0 ‘\ “ | M‘ ,113.0 141.0 169.0 197.0 226.0
e e e e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31924\
Data File : VN@©81483.D

Acqg On : 19 Mar 2024 20:08

Operator : JC\MD

Sample : P1772-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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 Butylated Hydroxytoluene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.041 61.26 ug/l 3878150 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 95
2 Propanoic acid, 2-methyl-3-[4-t-... 220 C14H2002 1000131-87-0 46
3 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 42
4 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 41
5 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 35
Abundance Scan 2225 (15.041 min): VN081483.D\data.ms ( 2219) (- | m/z 205.15 100.00%
05.2
5000 55.1 9r1 /\
134.0 T T \
bl 72 1]
Lo bl W M bt Ll g 97.10 a9.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99219: Butylated Hydroxytoluene
205.0
5000 — :
15.00
57.0 m/z 119.10  48.75%
g81.0 105.0 1450 4770 ‘
O TT \‘2\9\\9“\ T \‘\ ‘ \‘\ T \M“\\‘\‘\ ‘ \‘\ \‘N“\ W\“\ ‘h\ \‘\ T ‘ \ TT \“ T \‘\ T ‘ \‘\ TT “\ TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98996: Propanoic acid, 2-methyl-3-[4-t- butyl]phenyl—
05.0
RN \
15.00
5000 m/z 55.10 42.03%
131.0
0 650 P10 | | 1500
O b e e s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #99259: Phenol, 4,6-di(1,1-dimethylethyl)-2-methyl- —— ‘
205.0 15.00
m/z 117.00  31.65%
5000
57.0
o 200 8L0 1210 1490 1770 ‘
P e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31924\
Data File : VN@©81483.D

Acqg On : 19 Mar 2024 20:08

Operator : JC\MD

Sample : P1772-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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@ Trisulfide, bis(1,1-dimethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.476  52.11 ug/1 3298570  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trisulfide, bis(1,1-dimethylethyl) 210 C8H18S3 004253-90-1 58
2 Propane, 2-chloro-2-methyl- 92 C4HoCl 000507-20-0 43
3 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 43
4 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 35
5 Butane, 2-bromo- 136 C4H9Br 000078-76-2 25
Abundance Scan 2469 (16.476 min): VN081483.D\data.ms (-2462) (1 m/z 57.10 100.00%
57.1
5000 /\\
e REE e R
| 15?-0 2101 16.20 16.40 16.60
obrdph 1149 | ST 2651~ m/z 41.00 37.06%
m/z--> 50 100 150 200 250 300 350
Abundance #87938: Trisulfide, bis(1,1-dimethylethyl)
57.0
5000 LA L L L B B L
16.20 16.40 16.60
m/z 39.00 17.19%
154.0 210.0
0\\\\“‘\\\‘\‘\\\\“\\\\‘1\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #2746: Propane, 2-chloro-2-methyl-
57.0
e ABBEEmEEE
16.20 16.40 16.60
5000 m/z 154.00 14.26%
15'(# \‘\ i ‘
o+t
m/z--> 50 100 150 200 250 300 350
Abundance #85469: Propanoic acid, 2,2-dimethyl-, silver(1+) salt R RN
57.0 16.20 16.40 16.60
m/z 56.00 9.26%
5000
0 L . \\10?'0 21?.0 31\5.0 374.(
el o BBRREEmE R
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31924\
Data File : VN©81483.D

Acqg On : 19 Mar 2024 20:08

Operator : JC\MD

Sample . P1772-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31824W.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|
Heptane 8.965 22.7 ug/l 877450 2 9.100 1930840 50.0
unknown13.988 13.988 27.9 ug/l 1763120 4 13.794 3165190 50.0
2,6-Dimethyldecane 14.265 23.9 wug/l 1509790 4 13.794 3165190 50.0
Decane, 3,7-dim... 14.370 24.5 wug/l 1551730 4 13.794 3165190 50.0
Undecane, 6-met... 14.582 35.1 ug/l 2225300 4 13.794 3165190 50.0
Naphthalene, de... 14.629 55.7 ug/l 3526540 4 13.794 3165190 50.0
Decane, 3,8-dim... 14.735 22.5 wug/l 1422150 4 13.794 3165190 50.0
Dodecane 14.959 95.1 ug/l 6019020 4 13.794 3165190 50.0
Butylated Hydro... 15.041 61.3 ug/l 3878150 4 13.794 3165190 50.0
Trisulfide, bis... 16.476 52.1 wug/l 3298570 4 13.794 3165190 50.0
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