LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136802.D

Acqg On : 28 Dec 2023 19:49

Operator : CG\JU

Sample : 05932-01 :
Misc . RT-MW-07-121923

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

Signal : TIC: BF136802.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.416 563 566 584 rBV 811289 772699 35.35% 7.150%
2 6.422 733 737 748 rBV 517026 454346 20.79% 4.204%
3 6.781 794 798 801 rBV 503545 400098 18.30% 3.702%
4 7.345 888 894 897 rBV 1289837 1219977 55.81% 11.288%
5 7.981 996 1002 1011 rBV3 20191 48230 2.21% ©0.446%

6 8.057 1011 1015 1018 rBV 655980 502079 22.97% 4.646%
7 9.134 1194 1198 1202 rBV 2292853 2185787 100.00% 20.224%
8 9.257 1215 1219 1228 rVB 406554 405622 18.56%  3.753%
9 9.810 1310 1313 1317 rBV 595490 514506 23.54% 4.761%
10 10.610 1444 1449 1461 rBV 1125331 1140647 52.18% 10.554%

11 11.304 1563 1567 1575 rBV 561602 475092 21.74% 4.396%
12 11.845 1655 1659 1669 rVB 276178 259717 11.88%  2.403%
13 12.410 1753 1755 1759 rVB5 24773 23003 1.05% ©0.213%
14 12.557 1777 1780 1785 rVB7 25673 34254 1.57% 0.317%
15 12.633 1790 1793 1802 rVV 133430 136600 6.25% 1.264%
16 12.904 1834 1839 1842 rBV 1527745 1413050 64.65% 13.075%
17 13.869 2000 2003 2011 rBV9 19771 39570 1.81% ©.366%
18 13.957 2015 2018 2026 rVV 363726 351151 16.07%  3.249%
19 14.816 2162 2164 2167 rVB 37934 33983 1.55% 0.314%
3.

20 15.439 2265 2270 2282 rBV 300551 397212 18.17%

Sum of corrected areas: 10807623
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 Dec 2023 19:49
¢ CG\JU
. 05932-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
BF136802.D

RT-MW-07-121923

: 8 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

Abundance

2000000

1500000

1000000

500000

0

TIC: BF136802.D\data.ms

7.345

5.416

6.422  6.781

Time-->

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance

2000000

1500000

1000000

500000

TIC: BF136802.D\data.ms
9.134

12.904

10.610

8.057 9.810 11.304

9.257
11.845

U L ea |

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

Time-->

_M@JL 14,816

TIC: BF136802.D\data.ms

13.957
15.439

T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136802.D

Acqg On : 28 Dec 2023 19:49

Operator : CG\JU

Sample : 05932-01 :
Misc RT-MW-07-121923

ALS vial : 8 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.257 15.77 ng 405622  Acenaphthene-d10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 p-Isopropoxyaniline 151 C9H13NO 007664-66-6 52
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 52
5 Metacetamol 151 C8HO9NO2 000621-42-1 50
Abundance Scan 1219 (9.257 min): BF136802.D\data.ms (-1215) (-) m/z 43.00 100.00%
43.0
109.1
5000 151.0
o ARAEEREEREEEELE
‘ 85.0 9.00 9.20 9.40 9.60
0“‘_"AWuN\NMNWMWW‘UM,‘H‘,H“W“w“u,u“‘ m/z 109.10 70.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L L I L I L B
9.00 9.20 9.40 9.60
69.0 m/z 151.00  45.56%
O \ T \.‘ \‘\‘\ \“‘ “\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \M\ "\ T \‘ \" TT 1 T ’ T \‘\ T ’]\-?\2\.’0\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
S RAREEEAEE
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 18.63%
32.0 790‘ i ‘ o
Ob e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28919: plsopropoxyanmne T T T T T T
109. 9.00 9.20 9.40 9.60
m/z 85.00 11.94%
5000
80.0 151.0
oL 210 830 " |
o B e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136802.D

Acqg On : 28 Dec 2023 19:49

Operator : CG\JU

Sample : 05932-01 :
Misc RT-MW-07-121923

ALS vial : 8 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.845 10.93 ng 259717  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1659 (11.845 min): BF136802.D\data.ms (-1655) (- m/z 73.00 100.00%
43.0 73.0
5000 129.0
213.2 — Fpee
| H‘ 011 157 1185.2 ‘ 2563 1150 12.00
0 Www‘ Al Mw ll L mwm ‘ W) whih b m/z 43.85  94.45%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N IR
11.50 12.00
167.01g5 02130 256.0 m/z 60.00 87.66%
O,
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T T
11.50 12.00
5000 129.0 m/z 57.10  78.31%
185.0
H 228.0
O%ﬁgywh‘H”‘Nkﬂhwuhh‘uwwﬂWHHAHH_!H_HW‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #126199: Pentadecanoic acid = ]
43.0 73.0 11.50 12.00
m/z 41.10 74.08%
5000 129.0
199.0
s e
O%QSh“wNNMﬁﬂmﬂ“NMMM_‘J_ﬂWL‘WHH_‘HMHWH — —r—
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136802.D

Acqg On : 28 Dec 2023 19:49

Operator : CG\JU

Sample : 05932-01 :
Misc . RT-MW-07-121923

ALS vial : 8 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 3 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.633 7.78 ng 136600  Chrysene-di2 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1793 (12.633 min): BF136802.D\data.ms (-1790) (- m/z 43.05 100.00%

43.0 73.0
5000 muu 129.0

—
12.50 13.00
ol m/z 72.95  94.00%

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0 JJJI
0

5000 1
1290 12.50 13.00
m/z 60.00 86.09%

‘ 1850 o4 284l
ok ‘\“ \“\ W \‘H““M”‘L w‘u‘\“h; 1 - . S ‘L - ““
m/z--> 5 100 150 200 250
Abundance #109282: Tetradecanoic acid

43.0 |73.0

Ly
12.50 13.00

5000 129.0 228.0 m/z 55.05 81.72%
185.0
[o L ‘\‘ ‘; I ’H‘\ HH ‘H“HH ‘\‘H‘L ;N‘\‘ ] “ ‘ L w‘\ L T
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T —
60.0 12.50 13.00

m/z 57.05 79.50%

5000 129.0
97.0 1710 2130 2560
‘ U‘ ‘ “H“‘\‘ \\h“‘\ ;\u‘\‘ ul | | ‘ ‘ ‘ | ‘ L ‘

— —
miz--> 50 100 150 200 250 12.50 13.00

o

8270-BF122023.M Fri Dec 29 11:57:11 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\

Data File : BF136802.D

Acqg On : 28 Dec 2023 19:49

Operator : CG\JU

Sample : 05932-01 :
Misc . RT-MW-07-121923

ALS vial : 8 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

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 E-15-Heptadecenal Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.868 2.25 ng 39570  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 91
2 1-Octadecene 252 C18H36 000112-88-9 46
3 Cetene 224 C16H32 000629-73-2 43
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 15
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 15

Abundance Scan 2003 (13.869 min): BF136802.D\data.ms (-2000) (- m/z 55.05 100.00%
55.0
5000
284.1
133.0 I ——
L il \ TR -
0b— h\‘ ‘ m I HHHH\‘HM \HM‘ \‘\H\‘\‘\H\“\ ‘\“\\\““‘M‘ H‘ ‘H ‘H‘ } . ITI/Z 43.00 92.61%
m/z--> 50 100 150 200 250 300
Abundance #138490: E-15-Heptadecenal
43.0
83.0
5000 — ——
13.50 14.00
m/z 57.05 75.48%
5.0
T T T ‘ \ T T T T T ‘ T T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance #138520: 1-Octadecene
43.0
83.0 U T
13.50 14.00
5000 ITI/Z 97.10 72.02%
.0
ol ‘u LLLLLTS 60 z00 2220
m/z--> 50 100 150 200 250 300
Abundance #104592: Cetene I ——
43.0 13.50 14.00
83.0 m/z 83.00 61.33%
5000
| L 2240
oL 1680 S
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\BF122823\
Data File : BF136802.D

Acqg On : 28 Dec 2023 19:49

Operator : CG\JU

Sample : 05932-01 :
Misc . RT-MW-07-121923

ALS vial : 8 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|
2,4,7,9-Tetrame... 9.257 1 ng 405622 9.810 514506 20.0
n-Hexadecanoic ... 11.845 1

Octadecanoic acid 12.633
E-15-Heptadecenal 13.868

ng 136600 13.957 351151 20.0

5.8 3
0.9 ng 259717 4 11.304 475092 20.0
7.8 5
2.3 ng 39576 5 13.957 351151 20.0
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