LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135548.D

Acqg On : @3 Oct 2023 18:36

Operator : CG\JU

Sample : 04627-03 :
Misc : 280-300FB-BACKFILL-02

ALS vial : 7 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135548.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.975 487 491 501 rBV 33782 48643 1.51% ©.195%
2 5.375 555 559 574 rBV 3144631 3114838 96.94% 12.508%
3  6.386 727 731 748 rBV 3098424 3112333 96.86% 12.498%
4 6.739 787 791 800 rBV 950251 867545 27.00%  3.484%
5 7.304 882 887 898 rBV 2098617 1996008 62.12% 8.015%
6 8.016 1004 1008 1014 rBV 1319949 1141966 35.54% 4.586%
7 9.092 1186 1191 1195 rBV 3386395 3213100 100.00% 12.902%
8 9.210 1208 1211 1216 rBV 51658 47495 1.48% 0.191%
9 9.774 1302 1307 1310 rBV 1343100 1235752 38.46% 4.962%
10 9.986 1340 1343 1352 rBV2 31309 52331 1.63% 0.210%

11 10.569 1438 1442 1452 rBV 2096919 2002131 62.31%
12 11.263 1557 1560 1564 rBV 1447828 1273305 39.63%
13 11.798 1647 1651 1671 rBV 585579 793856 24.71%
14 12.586 1782 1785 1799 rBV 215706 305545 9.51%
15 12.757 1811 1814 1817 rVB 60383 48079 1.50%
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16 12.863 1827 1832 1835 rBV 3180775 3082147 95.92% 12.
17 13.345 1909 1914 1919 rBV2 46892 71217  2.22%
18 13.427 1924 1928 1931 rBV2 194013 177772  5.53%
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19 13.780 1983 1988 2001 rBV3 111617 344960 10.74% 385%
20 13.921 2009 2012 2016 rVB 995043 851196 26.49% 418%
21 14.392 2089 2092 2095 rBV 42091 41570 1.29% 0.167%
22 14.762 2153 2155 2160 rVB 64274 65431 2.04% 0.263%
23 15.027 2197 2200 2203 rVB 48675 50539 1.57% 0.203%
24 15.380 2256 2260 2272 rBV 607890 892103 27.76% 3.582%
25 15.833 2334 2337 2342 rVB 55454 73383 2.28% 0.295%
Sum of corrected areas: 24903245
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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\BF100323\

BF135548.D
: @03 Oct 2023 18:36
: CG\JU
: 04627-03 .
280-300FB-BACKFILL-02
7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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\BF100323\
Data File : BF135548.D

Acqg On : @3 Oct 2023 18:36

Operator : CG\JU

Sample : 04627-03 :
Misc : 280-300FB-BACKFILL-02

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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.
11.798 12.47 ng 793856  Phenanthrene-di10 11.263
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1651 (11.798 min): BF135548.D\data.ms (-1647) (- m/z 43.05 100.00%
43.0 |73.0
5000
129.0
—r= =
‘ H‘ 711 2132, 11.50 12.00
0 Ww‘i‘:‘mh” 1 ‘w‘wuww“H‘H_‘mw“_m‘m_ m/z 59.95  96.45%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 —r ——
129.0 11.50 12.00
213.0 m/z 73.00 89.90%
‘ H(ﬂ 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M{‘\‘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 #126199: Pentadecanoic acid
43.0 ,73.0
— =
11.50 12.00
5000 129.0 m/z 57.05 79.24%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid s T
3
43.0 73.0 11.50 12.00
m/z 55.00 73.55%
5000 129.0
171.0
e e
0150\\\\\ww\\ N L—
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\BF100323\
Data File : BF135548.D

Acqg On : @3 Oct 2023 18:36

Operator : CG\JU

Sample : 04627-03 :
Misc : 280-300FB-BACKFILL-02

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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.
12.586 4.80 ng 305545  Phenanthrene-d10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1785 (12.586 min): BF135548.D\data.ms (-1782) (- m/z 43.05 100.00%
43.0
73.0

%

5000
129.0
185.1 241.2
ey
O e WMl Al b bbb i b m/z 73.00  84.38%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 129.0 R T

12.50
m/z 57.00 79.04%

185.0 2410 284
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
43.0 73.0
— ‘
12.50
5000 129.0 m/z 60.00 77 .20%
199.0 242.0
04 A il 15Bq,
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid = ‘
60.0 12.50
m/z 55.10 67.64%
5000 129.0
97.0 1710 2130 256.0
0 w“M!HJJ“wm‘\‘u“w‘s_wuwWm_m_H“,Wm!_mw S
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135548.D

Acqg On : @3 Oct 2023 18:36

Operator : CG\JU

Sample : 04627-03 :
Misc 280-300FB-BACKFILL-02

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Ethanol, 2-butoxy-, phospha... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.427 4.18 ng 177772  Chrysene-di12 13.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 80
2 2,5-Hexanediol 118 C6H1402 002935-44-6 43
3 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 37
4 2(3H)-Furanone, dihydro-5-methyl- 100 C5H802 000108-29-2 35
5 Carbonic acid, bis(1-methylpropy... 174 C9H1803 000623-63-2 22

Abundance Scan 1928 (13.427 min): BF135548.D\data.ms (-1924) (-] ' m/z 57.10 100.00%

57.1
5000
125.0

199.1 o

13.50
I § W “‘Mw e \‘ 423020, as.es 70.22%
miz--> 50 100 150 200 250 300 350 400
Abundance #300590: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000 T

199.0 m/z 56.05 64.42%

‘ “ 299.0
Ot - \“ T phle “ —— ‘“m\ e L T \“\ 2\‘5“‘5\\0‘\ T L T \3\5“5\9\397‘\(
m/z--> 50 100 150 200 250 300 350 400
Abundance #10014: 2,5-Hexanediol

458.0

5000 m/z 85.05 44.91%

‘h\ | 890
L 1
m/z--> 50 100 150 200 250 300 350 400

Abundance  #96404: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis- ——
57.0 13.50

m/z 41.00 31.24%

L ‘J | m‘ JH‘Oi.O \WM

ols ‘ 144.0
e N —
m/z--> 50 100 150 200 250 300 350 400 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135548.D

Acqg On : @3 Oct 2023 18:36

Operator : CG\JU

Sample : 04627-03 :
Misc 280-300FB-BACKFILL-02

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 4 1-Nonadecene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.780 8.11 ng 344960 Chrysene-d12 13.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 1-Heptacosanol 396 C27H560 002004-39-9 90
Abundance Scan 1988 (13.780 min): BF135548.D\data.ms (-1983) (- m/z 57.10 100.00%
57.1
97.0
5000
s W
o — L. A ‘Jﬂ‘UHH‘l?S‘ 0230281 2951 1z 43.00  99.40%
miz-> 50 100 150 200 250 300
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 —r ——
13.50 14.00
m/z 83.05 87.86%
9.0
0 T \“\ “‘M\ H\‘ \‘ \“ 1‘ % ‘h “\]‘\-8\2\0 22\4\0\ ‘2§6\0\\ ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
—— —
13.50 14.00
5000 m/z 69.05 84.79%
oog L4111 £ 1810 2220 2640 3080 _ M_M/\uww
miz--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane T ——
57.0 13.50 14.00
m/z 55.00 84.77%
h W
39.
otsg LIl ||| 1200 1080 2600 soo T
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\BF100323\
Data File : BF135548.D

Acqg On : 03 Oct 2023 18:36

Operator : CG\JU

Sample : 04627-03 :
Misc : 280-300FB-BACKFILL-02

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 ... 11.798 12.5 ng 793856 4 11.263 1273310 20.0
Octadecanoic acid 12.586 4.8 ng 305545 4 11.263 1273310 20.0
Ethanol, 2-buto... 13.427 4.2 ng 177772 5 13.921 851196 20.0
1-Nonadecene 13.780 8.1 ng 344960 5 13.921 851196 20.0

8270-BF091123.M Wed Oct 04 15:46:52 2023 Pag 7



