LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080823\
Data File : BF134665.D

Acqg On : 08 Aug 2023 11:35
Operator : CG\JU

Sample : 03881-02

Misc :

ALS vial : 5 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134665.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.293 202 205 222 rBV 38987 99623 1.94% 0.365%
2 5.422 562 567 570 rBv 2251315 1941063 37.89% 7.117%
3 6.422 733 737 740 rBV 1436997 1175979 22.96% 4.312%
4 6.551 755 759 763 rVB 72953 59675 1.16% 0.219%
5 6.798 797 801 804 rBV 1209747 1089813 21.27%  3.996%

6 7.357 890 896 899 rBV 3041966 3000794 58.58% 11.002%
7 8.075 1013 1018 1021 rBV 1758964 1478551 28.86% 5.421%
8 9.151 1196 1201 1205 rBV 5015751 5122596 100.00% 18.782%
9 9.827 1311 1316 1320 rBV 1876987 1630416 31.83% 5.978%
10 10.545 1435 1438 1441 rVB 95338 75798 1.48% 0.278%

11 10.622 1446 1451 1454 rBV 3285179 3068143 59.89% 11.
12 11.192 1545 1548 1550 rBV 123935 109915 2.15%
13 11.316 1566 1569 1573 rVB 1680694 1478715 28.87%
14 11.857 1658 1661 1665 rBV 474130 430147  8.40%
15 12.645 1792 1795 1804 rVB 172786 197489 3.86%
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16 12.916 1836 1841 1844 rBV 4280375 3939847 76.91% 14.445%
17 13.092 1868 1871 1873 rBV 104677 81440 1.59%
18 13.821 1992 1995 2002 rBV 201289 206814  4.04%
19 13.962 2015 2019 2023 rBV 1162747 1014003 19.79%
20 14.833 2164 2167 2171 rVB 78074 78832 1.54%
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21 15.433 2264 2269 2276 rBV 833171 994250 19.41%  3.645%

Sum of corrected areas: 27273903
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Aug 2023 11:35
¢ CG\JU
: 03881-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080823\
BF134665.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080823\
Data File : BF134665.D

Acqg On : 08 Aug 2023 11:35
Operator : CG\JU

Sample : 03881-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.857 5.82 ng 430147  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1661 (11.857 min): BF134665.D\data.ms (-1658) (- m/z 43.05 100.00%
43.0 73.0
5000 129.0
213.2 T T
L] H‘l 157.1185.1 ‘ 256.1 11.50 12.00
Y “”1‘H”w‘w‘ww “w‘_‘“W‘Mw_mwlw m/z 73.00 92.16%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 — ——
129.0 11.50 12.00
213.0 m/z 60.00 88.15%
H H H 157.0185.0 ‘
0%?\9\1\“‘\\”\”\H\‘\’H!\H"“H“”h“\”\‘\\‘HH“H‘H‘\‘H‘H‘HH‘\‘\H‘HH“H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
73.0
43.0 T [ B
11.50 12.00
5000 129.0 m/z 57.05 78.32%
185.0
228.0
101.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 41.10 77.74%
5000 129.0
199.0
MR W
oW\m\_wmm‘u,w‘MmwtW\m_WH_HW B
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080823\
Data File : BF134665.D

Acqg On : 08 Aug 2023 11:35
Operator : CG\JU

Sample : 03881-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.645 3.90 ng 197489  Chrysene-di12 13.963
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 n-Decanoic acid 172 C10H2002 000334-48-5 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1795 (12.645 min): BF134665.D\data.ms (-1792) (. m/z 43.05 100.00%

43.0 73.0
5000

7
12.50 13.00
0 m/z 73.00 93.04%

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 1
1290 12.50 13.00
m/z 60.00 87.71%

‘ 1850 410 284S
— \“ \“\ I W “H‘ : M”‘L “M\‘ Ly L - ‘\ ey “‘ R ““
m/z--> 50 100 150 200 250
Abundance

43.0 73.0 256.0

T
12.50 13.00

o

5000 m/z 55.05 87.28%
129.0
213.0
171.0
(VY SRTEL 1 S A VAR ST OO
m/z--> 50 100 150 200 250
Abundance #46966: n-Decanoic acid — —
73.0 12.50 13.00

m/z 57.05 81.89%

129.0
5000
43.0
172.0

ol ‘H‘H\\mh“ Y |t

— —
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\BF080823\
Data File : BF134665.D

Acqg On : 08 Aug 2023 11:35
Operator : CG\JU

Sample : 03881-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 1-Tetracosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.821 4.08 ng 206814  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 95
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 1995 (13.821 min): BF134665.D\data.ms (-1992) (- m/z 55.05 100.00%
55.0
97.1
5000
* 13.50 14.00
39.0 248.2 : :
181.9
ol uﬁ”\ ALl 289 SR80 0wz s7.e5  99.25%
miz--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene
43.0 83.0
5000 — ——
13.50 14.00
25.0 m/z 43.05 93.38%
O T \“\ ‘\‘ ““\ “‘ ‘\ \‘H“ ‘H‘ ‘“ ’H—??.(\) \2‘1(\).\0\ T ’ T T T T \3\36\.'
miz--> 50 100 150 200 250 300
Abundance
57.0
— ——
97.0 13.50 14.00
5000 m/z 83.05 87.65%
o220 | | 1991820 2240 2800
m/iz--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane — ——
57.0 13.50 14.00
97.0 m/z 69.10 79.84%
B JM
39.0
050 LI LLLI10 1960 2690 spop oo
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80823\
Data File : BF134665.D

Acqg On : 08 Aug 2023 11:35
Operator : CG\JU

Sample : 03881-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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|
n-Hexadecanoic ... 11.857 5.8 ng 430147 4 11.316 1478720 20.0
Octadecanoic acid 12.645 3.9 ng 197489 5 13.963 1014000 20.0
1-Tetracosene 13.821 4.1 ng 206814 5 13.963 1014000 20.0
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