LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140998.D

Acqg On : 27 Dec 2024 16:03
Operator : RC/JU

Sample : P5299-02

Misc :

ALS vial : 6 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:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF122624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140998.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.893 297 306 315 rBV 56114 95906 1.31% 0.175%
2 5.046 492 502 508 rVB 47169 83271 1.13% 0.152%
3 5.434 561 568 573 rBV 4512168 6146107 83.65% 11.222%
4 6.440 732 739 745 rBV 4467023 6331156 86.17% 11.560%
5 6.822 799 804 810 rVB 1232077 1512528 20.59% 2.762%
6 7.381 890 899 904 rBV 3001706 4021656 54.73% 7.343%
7 7.422 904 906 910 rVB 70753 77659 1.06% 0.142%
8 7.639 938 943 950 rVB2 138497 195688 2.66% 0.357%
9 8.104 1012 1022 1027 rBV 1611546 2281149 31.05% 4.165%
10 8.169 1027 1033 1036 rVB 86185 115295 1.57% 0.211%
11 8.316 1054 1058 1066 rVB4 58046 109580 1.49% 0.200%
12 8.398 1066 1072 1078 rBV4 74582 158812 2.16% 0.290%
13  8.481 1083 1086 1090 rVV2 59223 83887 1.14% 0.153%
14 8.528 1090 1094 1103 rVB 150059 237971  3.24% 0.434%
15 8.698 1118 1123 1127 rVV 342487 450543  6.13% 0.823%
16 8.792 1136 1139 1143 rVB2 65722 83813 1.14% 0.153%
17 8.986 1167 1172 1173 rBV2 70143 98345 1.34% 0.180%
18 9.063 1181 1185 1188 rBV 67494 77930 1.06% 0.142%
19 9.128 1193 1196 1199 rVWV 192227 224866 3.06% 0.411%
20 9.181 1199 1205 1209 rVB 5047657 7026377 95.63% 12.829%
21  9.263 1214 1219 1224 rBV 548122 719770 9.80% 1.314%
22 9.581 1268 1273 1281 rVB2 158452 289845 3.94% 0.529%
23 9.792 1305 1309 1313 rVB 199483 245284 3.34% 0.448%
24  9.857 1313 1320 1325 rVB 1759246 2313587 31.49% 4.224%
25 10.569 1435 1441 1447 rBV 860677 1087363 14.80%  1.985%

26 10.639 1447 1453 1467 rBV 3406005 4560799 62.07%
27 11.339 1567 1572 1579 rVV 1903833 2349662 31.98%
28 11.410 1579 1584 1588 rVB2 91688 117421 1.60%
29 11.874 1654 1663 1677 rBV2 801438 1315974 17.91%
30 12.574 1774 1782 1790 rBV5 41354 126072 1.72%

O NO P
N
=
i
R

31 12.657 1791 1796 1808 rVV 201357 332185 4.52%
32 12.927 1836 1842 1848 rBV 5453407 7347570 100.00% 13.
33 13.510 1937 1941 1948 rVB 50790 79378 1.08%
34 13.833 1991 1996 2013 rBV 558557 907712 12.35%
35 13.980 2015 2021 2029 rBV 1313759 1754927 23.88%

wWERrROoOoOWwWOoe
=
N
19
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36 14.163 2048 2052 2061 rVB 62364 84977 1.16% ©.155%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140998.D

Acqg On : 27 Dec 2024 16:03
Operator : RC/JU

Sample : P5299-02

Misc

ALS vial : 6 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:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.474 2101 2105 2119 rBV2 66412 127556 1.74% ©.233%

38 14.857 2167 2170 2177 rVB 57131 80869 1.10% 0.148%

39 15.445 2264 2270 2277 rBV 924074 1435631 19.54% 2.621%

40 15.992 2359 2363 2372 rVB4 42500 80034 1.09% 0.146%
Sum of corrected areas: 54769155
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\

BF140998.D
: 27 Dec 2024 16:03
: RC/JU
: P5299-02
: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000
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3000000
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0
Time-->

TIC: BF140998.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140998.D

Acqg On : 27 Dec 2024 16:03
Operator : RC/JU

Sample : P5299-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Decane, 2,6,7-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.528 2.09 ng 237971 Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 78
2 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 72
3 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 72
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64

Abundance Scan 1094 (8.528 min): BF140998.D\data.ms (-1090) (-) m/z 57.10 100.00%

57.1
o JMA\AAJmﬁﬂfo/AMA/”
PR
| 8‘7'1 113.1 1541 8.20 8.40 8.60 8.80
e 38018320 Tmyz 71,10 68.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
5000 LB L B R I R B |
8.20 8.40 8.60 8.80
m/z 43.10 53.95%
85.0 112.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #284592: Sulfurous acid, 2-ethylhexyl tridecyl ester
57.0
R e R
8.20 8.40 8.60 8.80
5000 m/z 41.10 31.24%
- 113.0
29.0 : ‘
i b e 1830
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22104: Octane, 2,6-dimethyl- R RARREE
57.0 8.20 8.40 8.60 8.80
m/z 56.05 22.15%
h W
113.0
27.0 85.0
N P VT R S
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140998.D

Acqg On : 27 Dec 2024 16:03
Operator : RC/JU

Sample : P5299-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.698 3.95 ng 450543  Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C1l6H34 000544-76-3 80
4 Dodecane 170 C12H26 000112-40-3 78
5 Pentadecane 212 C15H32 000629-62-9 78

Abundance Scan 1123 (8.698 min): BF140998.D\data.ms (-1118) (-) m/z 57.10 100.00%
57.1

5000

o
a
5

H 1121 1412 1842 8.40 8.60 8.80 9.00
el b gone 1At2 1842wz 43.10 8e.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 LIRS BB
8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.10 53.72%

\‘ L i “ (1130 1410 1840

‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane

57.0

i.

8.40 8.60 8.80 9.00

5000 m/z 41.10 38.79%
85.0

29.0
L‘ Il H |, 1130 1410 169.0 198.0

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

%

Abundance #107217: Hexadecane e RARmmEEs
57.0 8.40 8.60 8.80 9.00
m/z 85.10 32.10%
5000
85.0
29.0
Ll 0 mo e s
‘H“_“W“H“H“H“_“w“H“H“H“_“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140998.D

Acqg On : 27 Dec 2024 16:03
Operator : RC/JU

Sample : P5299-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.263 6.22 ng 719770  Acenaphthene-di10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 80
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 74
Abundance Scan 1219 (9.263 min): BF140998.D\data.ms (-1214) (-) m/z 57.10 100.00%
57.1
5000
8a0 ML
T
9.00 9.20 9.40 9.60
112.1
[ S— H e T 1411 1692 1982 s 43010 77.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 L L R B L BN R
85.0 9.00 9.20 9.40 9.60
20.0 m/z 71.10 57.01%
TTT ‘\‘\‘\ \ T \H ‘ T \“\ T “1‘\ T \“‘]\-\].ﬁ‘()\‘\J\-%‘%I:F)\\]‘-\62\()‘\\]-%?\0\\ T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
R RRhaana
9.00 9.20 9.40 9.60
5000 m/z 41.10 37.94%
85.0
29.0
“ ‘ [ H‘ 113.0 141.0 169.0 197.0 226.0
e e e R R e TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane R RRAREES E
57.0 9.00 9.20 9.40 9.60
m/z 85.05 35.67%
5000 85.0
29.0
d | 1301410 1690 2120
H"H‘w“H‘H“_‘H“H‘_“W‘H“H‘w“u‘u“_‘u R BRBRNEEER R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140998.D

Acqg On : 27 Dec 2024 16:03
Operator : RC/JU

Sample : P5299-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Octadecanesulphonyl chloride Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.581 2.51 ng 289845  Acenaphthene-di10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 90
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 83
3 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 74
Abundance Scan 1273 (9.581 min): BF140998.D\data.ms (-1268) (-) m/z 57.10 100.00%
57.1
‘990 9.50 |
: 141.1 :
183.2
. “‘w““ b S m/z 71.16  89.62%
miz--> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 == :
1.0 9.50
m/z 43.10 85.09%
T ‘\ H“ \‘H‘ “\‘H ‘-\1‘?’\‘3\0“ \1?5\.0\ LA \2\88\(
miz--> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
T [
9.50
5000 ITI/Z 41.05 40.75%
2r0) | | P00 sao
— e e e
miz--> 50 100 150 200 250
Abundance #107237: 2,6,10-Trimethyltridecane ——
57.0 9.50
m/z 55.00 40.12%
5000
113.0
20 ‘hu LAl B0 z60 -
miz--> 50 100 150 200 250 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140998.D

Acqg On : 27 Dec 2024 16:03
Operator : RC/JU

Sample : P5299-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.792 2.12 ng 245284  Acenaphthene-di10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
Abundance Scan 1309 (9.792 min): BF140998.D\data.ms (-1305) (-) m/z 57.10 100.00%
57.1
5000
8ad M
— —
9.50 10.00
113 1
E— “lu e 1AL 1681 2128, 43,10 76.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90189: Pentadecane
57.0
5000 — =
85.0 9.50 10.00
29.0 m/z 71.10 58.81%
J M L) t130 1410 1690 212.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane
57.0
—— =
9.50 10.00
5000 m/z 85.10 37.41%
85.0
29.0
L o a0 amao
R B L R S RRRE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane T T
57.0 9.50 10.00
m/z 41.10 33.80%
5000 85.0
29.0 ‘
113.0 1
b b L M30.1410 1690 1980 T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140998.D

Acqg On : 27 Dec 2024 16:03
Operator : RC/JU

Sample : P5299-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.569 9.40 ng 1087360  Acenaphthene-d10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 47
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 47
Abundance Scan 1441 (10.569 min): BF140998.D\data.ms (-1435) (-} | m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 —L4 :
10.50
152.1
Ol e L2200 2020697 77,05 64.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — :
10.50
51.0 m/z 182.10  50.98%
27\'0 ‘ min ‘ 'o 15\2.0 ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance  #30104: Benzenecarbothioic acid, S-methyl ester
105.0
77.0 — :
10.50
5000 51.0 m/z 50.95 25.38%
15.0 | 15‘2.0
[V N A ul
B o A RREENEEREE S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32010: Acetophenone, 2-chloro- — I
105.0 10.50
m/z 50.00 8.04%
77.0
5000
51.0
27.0 I \‘ Ll | ‘ 127.0 154.0
R e e RARmmEas —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140998.D

Acqg On : 27 Dec 2024 16:03
Operator : RC/JU

Sample : P5299-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.874 11.20 ng 1315970  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1663 (11.874 min): BF140998.D\data.ms (-1654) (- m/z 73.00 100.00%

73.0
5000
120.1
213.2 — —
T e 11.50 12.00
35 g L L b 3298 s 4365 95.64%

miz--> 50 100 150 200 250 300

Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T T
11.50 12.00
1710 213.0 256.0 m/z 59.95 89.71%
“ L \\h”\ “H‘\ u | ‘ ‘ ‘ | “ I ‘\
L T ‘ T ‘ L ‘ T T T ‘ T T T ’ T T T
50

—

%

miz--> 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
— =
11.50 12.00
5000 129.0 m/z 57.05 76.92%
29 171.0
‘ 214.0
miz-> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid = T
73.0 11.50 12.00
m/z 41.05 72.04%
5000 129.0
199.0 2420
m/z--> 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140998.D

Acqg On : 27 Dec 2024 16:03
Operator : RC/JU

Sample : P5299-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.657 2.83 ng 332185  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 1796 (12.657 min): BF140998.D\data.ms (-1791) (. m/z 43.85 100.00%

43.0 73.0
5000 129.0

185.2 241.2 T
| ‘ 284.: 12.50 13.00
1L I R
T T T ‘ T

] bbb L m/z 73,00 94.47%

m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0 284.C

5000 U
185.0 241.0 12.50 13.00
m/z 60.00 83.41%

Ld [N T
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0

"
12.50 13.00

5000 256.0 m/z 57.10 82.60%
129.0
213.0
Ll “ | 171.0
: “‘ ‘; l ‘M I H“ ‘H‘H‘ uh‘L Ju‘\‘ gl “ “ “‘m‘ b \‘ —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —— —
43.0 73.0 12.50 13.00

m/z 55.10 77.11%

5000 129.0
199.0 2420
L‘ ‘ ‘ I ‘ \‘HM\‘\‘ Hh“‘w M\‘ ] Q ‘ ‘ | ‘

| L1670, |

— —
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140998.D

Acqg On : 27 Dec 2024 16:03
Operator : RC/JU

Sample : P5299-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.833 10.34 ng 907712  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
4 Octacosanol 410 C28H580 000557-61-9 94
5 1-Hexacosene 364 C26H52 018835-33-1 94
Abundance Scan 1996 (13.833 min): BF140998.D\data.ms (-1991) (- m/z 57.10 100.00%
57.1
97.1
5000
13.50 14.00
39.1 : :
- L AL 5 L1822 2482 m/z 43.10  90.15%
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 = e
13.50 14.00
m/z 55.05 81.04%
qu} \‘\ i ‘\ “ \H\ % \‘\ h :\IF810 222.0 264.0 308.0
\\\\‘\\\\ T \\\\\\\\‘\\f\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecy! ester
57.0
97.0 = —
13.50 14.00
5000 m/z 83.10 76 .80%
Hu\ m“w \\w‘\ | 15 ‘“‘1‘8‘0 0 289 2950
m/z--> 50 100 150 200 250 300 350
Abundance #275085: Octadecy! trifluoroacetate = T
57.0 13.50 14.00
m/z 69.10 67.27%
RNy ‘3?? 1820 2520 2970 348,
L “‘ P P S
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122724\
Data File : BF140998.D

Acqg On : 27 Dec 2024 16:03
Operator : RC/JU

Sample : P5299-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Decane, 2,6,7-t... 8.528 2.1 ng 237971 2 8.104 2281150 20.0
Tridecane 8.698 4.0 ng 450543 2 8.104 2281150 20.0
Tetradecane 9.263 6.2 ng 719770 3 9.857 2313590 20.0
1-Octadecanesul... 9.581 2.5 ng 289845 3 9.857 2313590 20.0
Pentadecane 9.792 2.1 ng 245284 3 9.857 2313590 20.0
Benzophenone 10.569 9.4 ng 1087360 3 9.857 2313590 20.0
n-Hexadecanoic ... 11.874 11.2 ng 1315970 4 11.339 2349660 20.0
Octadecanoic acid  12.657 2.8 ng 332185 4 11.339 2349660 20.0
n-Tetracosanol-1 13.833 10.3 ng 907712 5 13.980 1754930 20.0
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