LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122723\
Data File : BF136764.D

Acqg On : 27 Dec 2023 18:25
Operator : CG\JU

Sample : 05900-08

Misc :

ALS vial : 4 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136764.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.157 8 12 21 rVB 14243 21461 1.62% 0.223%
2 5.016 494 498 505 rVB 28809 32506 2.46% 0.337%
3 5.422 563 567 584 rBV 1195749 1085876 82.02% 11.265%
4 6.428 734 738 741 rBV 1292373 1096362 82.81% 11.374%
5 6.781 795 798 801 rBV 518901 390753 29.52% 4.054%

6 7.340 889 893 897 rBV 761712 720508 54.42%  7.475%
7 8.057 1011 1015 1022 rBV 629895 512659 38.72% 5.319%
8 9.133 1194 1198 1201 rBV 1541511 1323886 100.00% 13.735%
9 9.816 1310 1314 1317 rBV 712777 559346 42.25% 5.803%
10 10.604 1444 1448 1459 rBV 823132 781941 59.06% 8.112%

11 11.304 1563 1567 1571 rBV 689661 560574 42.34% 5.816%
12 11.839 1654 1658 1670 rBV 244052 270163 20.41% 2.803%
13 12.386 1748 1751 1753 rBV2 15001 17000 1.28% 0.176%
14 12.627 1789 1792 1805 rBV 76183 91637 6.92% 0.951%
15 12.780 1815 1818 1820 rBV2 18207 15870 1.20% ©.165%

16 12.898 1834 1838 1842 rBV 1230321 1136692 85.86% 11.
17 13.880 1998 2005 2012 rBV6 32966 106755 8.06%
18 13.957 2012 2018 2024 rVB2 373816 443171 33.48%
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19 14.815 2162 2164 2168 rVB4 18266 19359 1.46% 201%

20 15.439 2265 2270 2274 rBV 321026 392707 29.66% 074%

21 16.139 2387 2389 2396 rVB8 15567 26277 1.98% 0.273%

22 16.586 2461 2465 24709 rVB6 20644 33561 2.54% 0.348%
Sum of corrected areas: 9639064
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Dec 2023 18:25
¢ CG\JU
: 05900-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122723\
BF136764.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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\BF122723\
Data File : BF136764.D

Acqg On : 27 Dec 2023 18:25
Operator : CG\JU

Sample : 05900-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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.
11.839 9.64 ng 270163  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1658 (11.839 min): BF136764.D\data.ms (-1654) (- m/z 43.05 100.00%
43.0 73.0
5000
129.1
213. ‘ T T ‘ T
‘ 101.1 157.1185.2 256.1 11.50 12.00
A — m/z 73.00 92.76%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N IR
11.50 12.00
97.0 157018502130 560 | M/Z 60.60  85.16%
‘\‘ H‘H M H ‘ MMH\ H‘\ mi ‘ ‘ ‘
O \H‘HH‘HH \H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 73.0
— Py
11.50 12.00
5000 129.0 m/z 57.05 75.65%
199.0
101.0 157.0 242.0
0 15.0
T T T e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid - =
73.0 11.50 12.00
43.0 m/z 41.05 72.71%
5000 129.0
185.0
|
o??RWﬂMNwwﬁNM%LWMmuwuu_ﬂ‘_uwu‘wwu_u‘_ = =
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122723\
Data File : BF136764.D

Acqg On : 27 Dec 2023 18:25
Operator : CG\JU

Sample : 05900-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.627 3.27 ng 91637 Phenanthrene-d1e 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
Abundance Scan 1792 (12.627 min): BF136764.D\data.ms (-1789) (-} | m/z 43.00 100.00%
43.0
73.0
5000
129.0
185.0 241.2 Lol )
“ MMHJ h H 284.1 12.50 13.00
ol L Y S P TR R R m/z 73.00  84.85%
miz-> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.0 | ey, sl
185.0 241.0 12.50 13.00
‘ m/z 57.00  78.34%
o) \“‘ \;‘H H“H‘H‘\“‘ Hh“uw‘ﬂ‘\ ‘HM H“‘ ‘ I, ‘L e “ N “ l ‘\‘ : “‘
m/z--> 50 100 150 200 250
Abundance
43.0 73.0
— —
12.50 13.00
5000 129.0 m/z 60.00 76.28%
199.0 2420
0 167.0
e e
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0 12.50 13.00
m/z 41.05 65.20%
5000 129.0
97.0 1710 2130 256.0
o) M— ‘M‘H‘H W “H“‘\‘ Hh“‘\ ;‘H‘\‘h} ‘\ | “‘ “ “‘ \‘ “‘ - “\‘ - —— ——
m/z--> 50 100 150 200 250 12.50 13.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122723\
BF136764.D

: 27 Dec 2023 18:25
¢ CG\JU
: 05900-08

: 4 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Heptafluorobutyric acid, n-... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.880 4.82 ng 106755  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90

Abundance Scan 2005 (13.880 min): BF136764.D\data.ms (-1998) (- m/z 55.00 100.00%
55.0 97.0
5000
— ——
oL A AL, ““““m}‘u“‘wm‘_m_m_m‘ m/z 57.05 95.72%
miz--> 50 100 150 200 250 300 350
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester
57.0
5000 — —
13.50 14.00
169.0 m/z 83.05 90.61%
OL\\d\\“\‘ h““”‘\\\\‘\\2\4\]-‘0\\\\‘\\\\‘\\3\9\2‘(
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
1110 13.50 14.00
5000 ' m/z 97.05 89.72%
o 1530195 0236.0278.0320.0 378.0
T T e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcohol “ —
83.0 13.50 14.00
m/z 69.05 87.90%
41.0
5000
25.0
o UL seromo0 a0 M
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\BF122723\
Data File : BF136764.D

Acqg On : 27 Dec 2023 18:25
Operator : CG\JU

Sample : 05900-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 ... 11.839 9.6 ng 270163 4 11.304 560574 20.0
Octadecanoic acid 12.627 3.3 ng 91637 4 11.304 560574 20.0
Heptafluorobuty... 13.880 4.8 ng 106755 5 13.957 443171 20.0
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