LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135859.D

Acqg On : 18 Oct 2023 21:25
Operator : CG\JU

Sample : 04740-04

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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135859.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.316 27 39 55 rBV 2540668 4207137 100.00% 20.214%
2 3.351 210 215 229 rBV 71306 155553 3.70% 0.747%
3 4.963 487 489 500 rBV 49667 78797 1.87% 0.379%
4 5.375 556 559 592 rBV 937330 1250338 29.72% 6.007%
5 6.392 729 732 758 rBV 551233 776872 18.47%  3.733%
6 6.739 787 791 803 rBV 512864 496815 11.81% 2.387%
7 7.310 884 888 912 rBV 2035940 1869894 44.45% 8.984%
8 8.016 1005 1008 1028 rBV 708467 652145 15.50%  3.133%
9 9.098 1188 1192 1195 rBV 3607146 3109622 73.91% 14.941%

9

.775 1303 1307 1316 rBV 895373 734324 17.45%

w
Ul
N
]
R

11 10.575 1439 1443 1461 rBV 2125165 2053802 48.82%
12 11.269 1558 1561 1571 rBV 839154 807340 19.19%
13 11.804 1649 1652 1661 rBV 279142 330780 7.86%
14 12.592 1783 1786 1797 rBV 183634 261471  6.21%
15 12.869 1828 1833 1837 rBV 2914871 3018960 71.76% 14.505%

R R WY
00
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16 13.845 1995 1999 2007 rBV5 24059 52402 1.25% 0.252%
17 13.939 2011 2015 2023 rBV 535701 533288 12.68% 2.562%

18 15.415 2261 2266 2278 rBV 293462 423790 10.07%  2.036%

Sum of corrected areas: 20813330
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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\BF101823\

BF135859.D
: 18 Oct 2023 21:25
: CG\JU
: 04740-04
: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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\BF101823\
Data File : BF135859.D

Acqg On : 18 Oct 2023 21:25
Operator : CG\JU

Sample : 04740-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.963 3.17 ng 78797  1,4-Dichlorobenzene-d4 6.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25
Abundance Scan 489 (4.963 min): BF135859.D\data.ms (-487) (-) m/z 43.00 100.00%
43.0
59.0
5000
R T
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Obrrrrrrerprrrrprertbee et oo e e M/Z 59.0@  56.97%
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Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #15660: 3-Octanol R
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m/z 41.10 9.80%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135859.D

Acqg On : 18 Oct 2023 21:25
Operator : CG\JU

Sample : 04740-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 4 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.804 8.19 ng 330780  Phenanthrene-d10 11.269
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 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1652 (11.804 min): BF135859.D\data.ms (-1649) (- m/z 43.05 100.00%
43.0 |73.0
5000
129.1
213.2 7 T
I 157.1185.1 256.1 11.50 12.00
O+l m/z 60.00 98.60%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 o s
129.0 11.50 12.00
213.0 m/z 73.00 90.47%
H H H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\l\w‘\ \H\H \h \‘\ ‘HH\H““H“”‘} “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
43.0 73.0
— P
11.50 12.00
5000 129.0 m/z 57.05 80.26%
199.0
101.0 157.0 2420
0 15.0
T T T e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #92063: Tridecanoic acid = “
3
43.0 73.0 11.50 12.00
m/z 41.10 79.89%
5000 129.0
171.0
e e
0150\\\\\ww\\ ] 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\BF101823\
Data File : BF135859.D

Acqg On : 18 Oct 2023 21:25

Operator : CG\JU

Sample : 04740-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 5 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.592 6.48 ng 261471  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1786 (12.592 min): BF135859.D\data.ms (-1783) (- m/z 43.05 100.00%
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185.2 9241.2 T \
Ll T s
[ — “MH““”M pptebid bt LU m/z 60.00  79.22%
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Abundance #179091: Octadecanoic acid
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135859.D

Acqg On : 18 Oct 2023 21:25
Operator : CG\JU

Sample : 04740-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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|
2-Pentanone, 4-... 4.963 3.2 ng 78797 1 6.739 496815 20.0
n-Hexadecanoic ... 11.804 8.2 ng 330780 4 11.269 807340 20.0
Octadecanoic acid 12.592 6.5 ng 261471 4 11.269 807340 20.0
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