LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134963.D

Acqg On : 28 Aug 2023 12:16
Operator : CG\JU

Sample : 04110-01

Misc :

ALS vial : 8 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-BF082223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134963.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.422 562 567 570 rBV 2378172 2184374 86.94% 12.342%
2 6.428 733 738 741 rBV 2379426 2188643 87.11% 12.366%
3 6.787 796 799 803 rBV 692387 583382 23.22%  3.296%
4 7.351 890 895 898 rBV 1696897 1448990 57.67% 8.187%
5 8.069 1013 1017 1020 rBV 954623 785156 31.25% 4.436%

.145 1196 1200 1203 rBV 3027269 2512572 100.00% 14.196%
.263 1216 1220 1224 rVB2 30803 28820 1.15%
.828 1312 1316 1319 rBV 958723 845659 33.66%
10.616 1446 1450 1454 rBV 1771990 1613447 64.21%
10 11.316 1565 1569 1572 rBV 915954 822470 32.73%
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11 11.339 1572 1573 1577 rVB 166051 106576  4.24%
12 11.822 1651 1655 1657 rBV2 32044 36278 1.44%
13 11.851 1657 1660 1671 rVB 322955 344395 13.71%
14 12.539 1773 1777 1780 rBV 160034 147203 5.86%
15 12.645 1791 1795 1807 rBV3 91404 126702 5.04%
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16 12.769 1810 1816 1819 rBV 141917 151974  6.05%
17 12.916 1837 1841 1844 rBV 2226599 1793981 71.40% 160.
18 13.498 1934 1940 1943 rBV6 19528 29785 1.19%
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19 13.821 1992 1995 2002 rBV 129188 141124 5.62% 797%
20 13.974 2016 2021 2024 rBV 659874 645590 25.69% 648%
21 13.998 2024 2025 2027 rVB 70432 39175 1.56% 0.221%
22 14.457 2100 2103 2107 rBv4 31512 31099 1.24% 0.176%
23 14.839 2165 2168 2174 rBV3 37189 52557 2.09% 0.297%
24 15.015 2194 2198 2201 rBV 87833 121225 4.82% 0.685%
25 15.321 2247 2250 2256 rVB 56268 72174 2.87% 0.408%
26 15.380 2257 2260 2267 rVB 67131 83548 3.33% 0.472%
27 15.451 2267 2272 2276 rBV 528850 664270 26.44% 3.753%
28 16.939 2520 2525 2535 rBV3 34749 98186 3.91% 0.555%
Sum of corrected areas: 17699355
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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\BF082823\

BF134963.D
: 28 Aug 2023 12:16
: CG\JU
. 04110-01
: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF134963.D\data.ms

5.422 6.428

7.351

6.787

Time-->
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TIC: BF134963.D\data.ms
9.145

12.916
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11.316

11.851
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Time-->
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3000000

2500000

2000000

1500000
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TIC: BF134963.D\data.ms

13.974 15.451

13.833 998 14.83§.015 133380

14.457 16.939

13.498

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082823\
Data File : BF134963.D

Acqg On : 28 Aug 2023 12:16
Operator : CG\JU

Sample : 04110-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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.
11.851 8.37 ng 344395  Phenanthrene-d10 11.316
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 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1660 (11.851 min): BF134963.D\data.ms (-1657) (- m/z 73.00 100.00%
43.0 ,73.0
5000 ﬁ
— =
11.50 12.00
el m/z 43.05 92.81%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1
11.50 12.00
97.0 157.0 155 02130 2560 m/z 60.00  91.95%
\H‘HH“}‘HH!H \H‘M‘H\L\‘}“““H‘”‘M\“\‘H‘HH‘HH‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— =
43.0 11.50 12.00
5000 129.0 m/z 57.05 78.33%
171.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid - T
43.0 ,73.0 11.50 12.00
m/z 55.10 71.85%
5000 129.0
199.0
s e T
;ﬁgk“JﬂNWwW:mwwumhwuﬂwJHJHW‘HWHHM‘HM P 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\BF082823\
Data File : BF134963.D

Acqg On : 28 Aug 2023 12:16
Operator : CG\JU

Sample : 04110-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 3.93 ng 126702  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1795 (12.645 min): BF134963.D\data.ms (-1791) (. m/z 73.00 100.00%

43.1 73.0
5000 129.0

O
12.50 13.00
m/z 43.10 90.41%

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43im

5000 129.0 i2%d 13.00
m/z 59.95 81.85%

‘ 1850 o4 284l
!‘\ “H“‘ H”‘L ‘M 1 | \ | “

mi/z--> 50 100 150 200 250
Abundance #46966: n-Decanoic acid
73.0
e W s
1290 12.50 13.00
5000 m/z 57.05 79.25%
43.0
— ’ ‘uh“ u‘\ U“ | “ ‘ ?'7‘\2"0‘ R e
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —— —
43.0 73.0 12.50 13.00

m/z 41.05 74.78%

5000 129.0
199.0 2420
. m H‘ \‘ ‘ \‘H“HH Hh“‘w M\ el “‘ ‘l‘eﬂ‘q ‘ . ‘ ‘\

’ \‘ T ‘ T 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\BF082823\
Data File : BF134963.D

Acqg On : 28 Aug 2023 12:16
Operator : CG\JU

Sample : 04110-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 3 5-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.821 4.37 ng 141124  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 94
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 93
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 Pentacos-1-ene 350 C25H50 016980-85-1 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
Abundance Scan1995(13821num BF134963.D\data.ms (-1992) (- m/z 57.10 100.00%
57.
5000 230.1 JMM
e s
— h‘w “ o H A 20316 sses 95.12%
miz--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — ——
13.50 14.00
m/z 43.16  87.81%
T \“\ \ ‘ h \“ \““ } %\3\9 ‘0\1\8\2\()‘2\2\3\9‘ \2\8\0\0‘ UL ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #248981: 1-Heneicosyl formate
57.0
7.0 ‘ T T ‘ T
13.50 14.00
5000 m/z 83.10 87.36%
\\ |10 18202220 %40 au00
ey “‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane T ——
57.0 13.50 14.00
97.0 m/z 69.10 80.41%
h MAL
15.0 | ||| || 1390 1960 2690 3200
LA R P e P e
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\BF082823\
Data File : BF134963.D

Acqg On : 28 Aug 2023 12:16
Operator : CG\JU

Sample : 04110-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 ... 11.851 8.4 ng 344395 4 11.316 822470 20.0
Octadecanoic acid 12.645 3.9 ng 126702 5 13.974 645590 20.0
5-Eicosene, (E)- 13.821 4.4 ng 141124 5 13.974 645590 20.0
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