LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136921.D

Acqg On : 03 Jan 2024 22:25
Operator : CG\JU

Sample : 05897-20

Misc :

ALS Vvial : 12 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: BF136921.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.016 493 498 505 rVB 18067 22939 1.95% 0.274%
2 5.381 556 560 564 rBV 20604 21204 1.80% 0.253%
3 5.422 564 567 588 rVB 1152138 1065067 90.47% 12.733%
4 5.634 600 603 608 rBV 24918 22907 1.95% 0.274%
5 6.428 734 738 750 rBV 1222136 1039481 88.29% 12.427%
6 6.604 765 768 775 rBV2 23680 22420 1.90% 0.268%
7 6.781 794 798 802 rBV 484407 371176 31.53% 4.437%
8 7.339 889 893 897 rBV 750260 669601 56.88%  8.005%
9 8.057 1009 1015 1018 rBV 600563 482030 40.94% 5.763%
106 8.769 1133 1136 1140 rVB 43003 30897 2.62% 0.369%
11 8.869 1150 1153 1156 rBV 30923 22823 1.94% 0.273%
12 9.133 1194 1198 1201 rBV 1508532 1177317 100.00% 14.075%
13 9.469 1251 1255 1258 rBv2 14084 15089 1.28% 0.180%
14 9.810 1310 1313 1317 rBV 526895 444340 37.74%  5.312%
15 10.604 1445 1448 1454 rBV 634794 531425 45.14% 6.353%
16 10.733 1465 1470 1473 rVB 29570 36421 3.09% 435%
17 11.e45 1519 1523 1527 rVB5 12084 15143  1.29% 181%

18 11.304 1564 1567 1571 rBV 477282 379887 32.27%
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19 11.839 1655 1658 1670 rVB 153245 148883 12.65% 780%

20 12.627 1789 1792 1800 rBV3 37994 57423  4.88% 686%

21 12.898 1834 1838 1842 rBV 1047533 925811 78.64% 11.068%

22 13.851 1996 2000 2006 rBV3 41037 78777 6.69%  0.942%

23 13.963 2015 2019 2024 rBV 400652 364555 30.96%  4.358%

24 14.433 2097 2099 2102 rBV3 27023 20350 1.73% 0.243%
4.

25 15.445 2267 2271 2278 rVB 315252 398735 33.87%

Sum of corrected areas: 8364701
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: @3 Jan 2024 22:25
¢ CG\JU
. 05897-20

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
BF136921.D

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136921.D

Acqg On : 03 Jan 2024 22:25
Operator : CG\JU

Sample : 05897-20

Misc

ALS vial : 12  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
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Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 7.84 ng 148883  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1658 (11.839 min): BF136921.D\data.ms (-1655) (- m/z 73.00 100.00%
43.1 73.0
5000 129.0
13.2
157.1 [ 1
NI I N
— N ”Hu““‘u“lwwm‘Hm_J‘!m\waml‘_ m/z 43.10  98.60%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 ias —
129.0 11.50 12.00
213.0 m/z 59.95 86.04%
‘ H(ﬂ 157.0185.0 ‘
:I\-ﬁ‘o\\\\ HH\H\Mi‘\‘HH\H““H“”h“\”\‘\\‘HH‘H‘H‘\‘H‘H‘HH‘\‘H\‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— gy
11.50 12.00
5000 129.0 m/z 57.05 79.50%
199.0
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1500 I bl i 1 Jm‘uwm‘_m‘MW_WH_
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #92068: Tridecanoic acid T —
43.0 73.0 11.50 12.00
' m/z 55.10 78.19%
5000
129.0
‘ ‘ 171.0 214.0
110 s
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\BF010324\
Data File : BF136921.D

Acqg On : 03 Jan 2024 22:25
Operator : CG\JU

Sample : 05897-20

Misc

ALS vial : 12  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
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Peak Number 2 Undecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.627 3.02 ng 57423  Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 1792 (12.627 min): BF136921.D\data.ms (-1789) (-} | m/z 43.00 100.00%
3.0
i W\NVJLM
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129.0 241.1
185.1 ' ) — —
‘ 284. 12.50 13.00
S ‘H‘ ‘\\H\!HH\‘M‘\ \\‘} i \M‘ H‘ alt H ‘ ‘U : “‘ m/z 60.00 92.72%
miz-> 50 100 150 200 250
Abundance #60689: Undecanoic acid
60.0
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12.50 13.00
29.0 129.0 m/z 57.10 84.88%
b, ] =
T \“\ U‘ ”“‘ ”\‘\“hwh“ \“\H‘\ T “\ L B B B B B B
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
e
43.0 730
— —
12.50 13.00
5000 129.0 m/z 73.00 80.13%
‘ 1850 o410 284
— \“ \‘M ‘\ W \‘H‘ ‘H”‘L \M\‘ bl ‘\ [ ‘\ . \‘ . “‘ o ““
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid \WNWWM i —
73.0 12.50 13.00
43.0 m/z 55.00 75.98%
5000
129.0
185.0 228.0
- “‘ ““\‘u‘u“ ‘ML‘ ul ‘\ - m‘\ “\‘ \‘ — ‘\‘ —— —— : :
m/z--> 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\BF010324\
Data File : BF136921.D

Acqg On : 03 Jan 2024 22:25

Operator : CG\JU

Sample : 05897-20

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Behenic alcohol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.851 4.32 ng 78777  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Behenic alcohol
2 1-Heneicosanol
3 10-Heneicosene
4 1-Tricosanol

5 Bromoacetic aci

326 C22H460

312 C21H440
(c,t) 294 C21H42

340 C23H480

d, hexadecyl ester 362 C18H35Bro02

000661-19-8 94
015594-90-8 94
095008-11-0 93
003133-01-5 91
005454-48-8 91

Abundance Scan 2000 (13.851 min): BF136921.D\data.ms (-1996) (- m/z 57.00 100.00%
97.0
5000
151.0 50 14,
‘ ‘H ‘ ‘ 207.1 255.1 9919 329. 13.50 14.00
il Ll gl JJFM'ML,JMJJJ_M_,LLML m/z 55.10 96.77%
mi/z--> 50 1 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
5000 — ——
13.50 14.00
25.0 m/z 43.18 92.68%
L “\‘ ‘\“ "‘\ ‘\‘ \‘ ‘\“ ” \“\ ‘h\ %\67\(\) \21\0 \()\ T ‘ \2\8\().\()’ LI
mi/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
— ——
13.50 14.00
5000 m z 97.05 83.63%
190 | || 1| | 132 1920 2240 2600 MWWW
— — A S
m/z--> 50 100 150 200 250 300
Abundance #192006: 10-Heneicosene (c,t) “ —
55.0 13.50 14.00
m/z 83.05 78.65%
97.0
- WMMN
o (AN I0 s I
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\BF010324\
Data File : BF136921.D

Acqg On : 03 Jan 2024 22:25
Operator : CG\JU

Sample : 05897-20

Misc

ALS Vvial : 12  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 7.8 ng 148883 4 11.304 379887 20.0
Undecanoic acid 12.627 3.0 ng 57423 4 11.304 379887 20.0
Behenic alcohol 13.851 4.3 ng 78777 5 13.963 364555 20.0
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