LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@13025\
Data File : VN©85587.D

Acq On : 30 Jan 2025 18:18

Operator : JC\MD

Sample : Q1218-01 20X

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vial : 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©11425W.M

Title : SW846 8260

Signal : TIC: VNe85587.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.818 139 147 148 rBV3 10627 16614 1.61% 0.205%
2 8.165 1046 1056 1060 rBV 159763 369333 35.74% 4.564%
3 8.224 1060 1066 1077 rVB 247081 554335 53.64% 6.850%
4 8.577 1117 1126 1135 rBV 176140 396375 38.35% 4.898%
5 9.100 1205 1215 1225 rBV 381830 776331 75.12% 9.594%

6 10.565 1455 1464 1470 rBV 581262 1033489 100.00% 12.771%
7 10.624 1470 1474 1484 rVB 122597 227075 21.97%  2.806%
8 11.865 1677 1685 1698 rBV 518126 902372 87.31% 11.151%
9
0

12.071 1710 1720 1725 rBV3 16249 28989 2.80% ©.358%
1 12.476 1785 1789 1796 rVB3 6791 10915 1.06% ©.135%
11 12.765 1835 1838 1840 rVV2 9130 12748 1.23% ©.158%
12 12.788 1840 1842 1845 rVV3 9415 13300 1.29% ©0.164%
13 12.847 1845 1852 1861 rVB 405944 701661 67.89% 8.671%
14 13.023 1877 1882 1888 rVB3 7313 13647 1.32% ©0.169%
15 13.094 1888 1894 1898 rBV 17892 30822 2.98% 0.381%
16 13.159 1898 1905 1913 rVV2 87894 159625 15.45% 1.973%
17 13.218 1913 1915 1920 rVB4 9688 14507 1.40% ©.179%
18 13.312 1924 1931 1932 rBV5 7234 10537 1.02% 0.130%
19 13.394 1940 1945 1951 rVB5 20057 31057 3.01% 0.384%
20 13.482 1954 1960 1964 rBV 31084 46712 4.52% 0.577%
21 13.570 1971 1975 1979 rBV6 8820 13992 1.35% ©0.173%
22 13.676 1987 1993 1996 rBV7 22033 41960 4.06% 0.519%
23 13.718 1996 2000 2003 rVV2 16447 23902 2.31% ©.295%
24 13.788 2006 2012 2020 rVV 525972 882508 85.39% 10.906%
25 13.853 2020 2023 2029 rVB3 23259 35283 3.41% 0.436%
26 13.941 2031 2038 2040 rBV6 7637 17932 1.74% ©.222%
27 13.982 2040 2045 2049 rBV3 16300 30915 2.99% 0.382%
28 14.100 2060 2065 2072 rBV 160354 264028 25.55% 3.263%
29 14.270 2087 2094 2097 rBVS5 15722 34183 3.31% 0.422%
30 14.323 2099 2103 2107 rVB4 18558 25784  2.49% ©0.319%
31 14.365 2108 2110 2116 rVB6 15898 22313 2.16% 0.276%
32 14.435 2117 2122 2128 rVB6 24755 41062 3.97% 0.507%
33 14.500 2128 2133 2137 rBV7 7574 16883 1.63% 0.209%
34 14.582 2140 2147 2150 rBVS5 24871 52864 5.12% ©.653%
35 14.623 2150 2154 2157 rVV3 47360 65358 6.32% ©.808%
36 14.659 2157 2160 2164 rVB2 17813 21973 2.13% 0.272%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@13025\
Data File : VN©85587.D

Acq On : 30 Jan 2025 18:18

Operator : JC\MD

Sample : Q1218-01 20X

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vial : 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©11425W.M
Title : SW846 8260
37 14.729 2169 2172 2176 rVB3 29826 37959 3.67% 0.469%
38 14.788 2176 2182 2188 rVB8 16008 34804 3.37% 0.430%
39 14.847 2188 2192 2195 rBV6 13096 24971 2.42% 0.309%
40 14.959 2201 2211 2217 rBV3 143622 267067 25.84% 3.300%
41 15.053 2218 2227 2229 rBVe6 48511 126858 12.27% 1.568%
42 15.217 2250 2255 2260 rVB4 27420 54822 5.30% 0.677%
43 15.317 2267 2272 2277 rVWV6 20066 35235 3.41% 0.435%
44 15.500 2299 2303 2312 rVB8 25947 60409 5.85% 0.747%
45 15.588 2313 2318 2323 rBV4 25950 50295 4.87% 0.622%
46 15.688 2332 2335 2340 rVBS 9543 17262 1.67% 0.213%
47 15.741 2340 2344 2348 rBV7 10101 14507 1.40% 0.179%
48 15.829 2354 2359 2370 rVB2 89537 180502 17.47% 2.231%
49 15.941 2370 2378 2385 rBV1e 22011 60679 5.87% ©.750%
50 16.023 2387 2392 2397 rVB8 7523 12086 1.17% 0.149%
51 16.117 2403 2408 2410 rBV6 8505 13544 1.31% 0.167%
52 16.164 2411 2416 2422 rVB6 30628 65191 6.31% ©.806%
53 16.323 2437 2443 2444 rBV6 6490 11513 1.11% 0.142%
54 16.494 2468 2472 2477 rW7 11167 23261 2.25% 0.287%
55 16.535 2477 2479 2486 rVB8 14122 20742 2.01% 0.256%
56 16.706 2503 2508 2515 rVB7 18288 39071 3.78% ©0.483%
Sum of corrected areas: 8092162

82N©11425W.M Fri Jan 31 13:21:48 2025 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VNe13025\
Data File : VN@85587.D

Acqg On : 30 Jan 2025 18:18

Operator : JC\MD

Sample : Q1218-01 20X

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N011425W.M
Quant Title : SW846 8260

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

Abundance TIC: VN085587.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VNe13025\
Data File : VN@85587.D

Acqg On : 30 Jan 2025 18:18

Operator : JC\MD

Sample : Q1218-01 20X

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.M
: SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Undecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.100 14.96 ug/1 264028 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Decane 142 C10H22 000124-18-5 78
3 Tridecane 184 (C13H28 000629-50-5 59
4 Hexadecane 226 C16H34 000544-76-3 53

5 Heptacosyl acetate 438 C29H5802 1000351-78-2 53

Abundance Scan 2065 (14.100 min): VN085587.D\data.ms (-2060) (- m/z 57.05 100.00%
57.0
5000
85.1
L1V S W, Y Vo
H mL H T 156.2 14.00 14.50
Ol bl m/z 43.10  95.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33080: Undecane
57.0
5000 T 5
85.0 14.00 14.50
20.0 m/z 41.05 58.82%
LA 10 1860
0 m‘m“1H““m‘m“lm‘“m‘wuH‘ml‘mwm
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
T ‘ T T ‘
14.00 14.50
5000 m/z 71.05 50.47%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\
m/z-->
Abundance #59029: Tridecane ffA\f¥ ‘
m/z 55.10 32.93%
“ \‘\ H\ \‘\ 1l | I .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VNe13025\
Data File : VN@85587.D

Acqg On : 30 Jan 2025 18:18

Operator : JC\MD

Sample : Q1218-01 20X

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N011425W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Dodecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.959 15.13 ug/1 267067 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 92
2 Tetradecane 198 C14H30 000629-59-4 64
3 Undecane, 3,8-dimethyl- 184 (C13H28 017301-30-3 59
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 58
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 47
Abundance Scan 2211 (14.959 min): VN085587.D\data.ms (-2201) (- m/z 57.00 100.00%
57.0
5000 ﬁw/XJkAAmA/\,J\ﬁuwﬁ«va
——
H 15.00
O lrrrprrrrfihe m/z 43.10 89.59%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45478: Dodecane
57.0
5000 T
15.00
m/z 41.00 57.45%
270 || 9801370 170.0
A
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
T ‘ T
15.00
5000 m/z 71.10 54.68%
\H‘\H\‘\H\‘HH‘\\H‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #59064: Undecane, 3,8-dimethyl- ‘
m/z 85.05 28.57%
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VNe13025\
Data File : VN@85587.D

Acqg On : 30 Jan 2025 18:18

Operator : JC\MD

Sample : Q1218-01 20X

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N011425W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzene, 2-butenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.053 7.19 ug/l 126858 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90
2 Benzene, 1l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 87
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
4 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 81
5 Benzene, (2-methyl-1-propenyl)- 132 C1eH12 000768-49-0 81
Abundance Scan 2227 (15.053 min): VN085587.D\data.ms (-2218) (- m/z 117.05 100.00%
117.1
5000
91.0 T \
51.0 690 1482 1655 15.00
0 il ZOPE 2P myz 132,05 39.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16118: Benzene, 2-butenyl-
117.0
91.0 A
5000 S N‘W«M
15.00
)
39.0 65.0 m/z 115.00  36.94%
O u“u “‘wu “‘1 : me“ ol b -
m/z--> 20 40 60 80 100 120 140 160
Abundance
e M
)\NM\/\/\\ T ‘ T T T T ‘
15.00
5000 m/z 105.00 30.21%
‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z--> M
Abundance #16106: 3-Phenylbut-1-ene ] ‘
m/z 91.00 19.20%
ol | P w“w
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VNe13025\
Data File : VN@85587.D

Acqg On : 30 Jan 2025 18:18

Operator : JC\MD

Sample : Q1218-01 20X

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N011425W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.829 10.23 ug/1 180502 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 (C13H28 000629-50-5 76
2 Hexadecane 226 C16H34 000544-76-3 64
3 Dodecane 170 C12H26 000112-40-3 64
4 Tetradecane 198 C14H30 000629-59-4 59
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 59
Abundance Scan 2359 (15.829 min): VN085587.D\data.ms (-2354) (- m/z 57.05 100.00%
57.0
- M\A,\JLVW
1356 ide
98.1 181.9 : :
127.0
o‘H_‘Hqumewmhbmﬁmwm‘wuuWH‘_HWHH‘HH_ﬁgﬂﬁ m/z 43.00 71.84%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59025: Tridecane
57.0
5000 e —
15.50 16.00
m/z 71.05 53.52%
27.0
0 \‘ \‘\ H “\ “9?0‘ \]-410 1840
P e T T T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
‘ T T ‘ T
15.50 16.00
5000 m/z 41.05 48.44%
\H‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #45478: Dodecane I
m/z 85.10 33.31%
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@13025\
Data File : VN©85587.D

Acq On : 30 Jan 2025 18:18

Operator : JC\MD

Sample : Q1218-01 20X

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.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 14.100 15.0 ug/l 264028 4 13.788 882508 50.0
Dodecane 14.959 15.1 ug/l 267067 4 13.788 882508 50.0
Benzene, 2-bute... 15.053 7.2 ug/l 126858 4 13.788 882508 50.0
Tridecane 15.829 10.2 ug/l 180502 4 13.788 882508 50.0
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