LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71423\
Data File : BF134303.D

Acqg On : 14 Jul 2023 22:30
Operator : CG\JU

Sample : 03592-01

Misc :

ALS Vvial : 13  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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134303.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.081 505 509 518 rBV 79604 105665 5.34% 0.713%
2 5.475 572 576 587 rBV 1784022 1731637 87.45% 11.688%
3  6.481 743 747 750 rBV 1830833 1680402 84.86% 11.342%
4 6.840 805 808 818 rBV 532854 448932 22.67% 3.030%
5 7.404 900 904 907 rBV 1288499 1094832 55.29% 7.389%
6 8.122 1022 1026 1030 rBV 683570 551706 27.86% 3.724%
7 9.198 1205 1209 1212 rBV 2515724 1980090 100.00% 13.364%
8 9.310 1224 1228 1232 rBV 61320 53750 2.71% 0.363%
9 9.881 1321 1325 1328 rBV 737649 592507 29.92% 3.999%
10 10.598 1443 1447 1452 rVB 68642 58904 2.97% 0.398%
11 10.675 1456 1460 1469 rBV 1502124 1291453 65.22% 8.717%
12 11.375 1575 1579 1582 rBV 696781 596750 30.14% 4.028%
13 11.398 1582 1583 1588 rVV 87191 57970  2.93% 0.391%
14 11.439 1588 1590 1595 rVB2 25756 33993 1.72% 0.229%
15 11.904 1666 1669 1676 rBv2 236382 229974 11.61%  1.552%
16 11.992 1681 1684 1686 rBV2 44496 40709 2.06% 0.275%
17 12.475 1761 1766 1771 rVB7 19635 33693 1.70% 0.227%
18 12.598 1783 1787 1792 rBV 373011 349372 17.64%  2.358%
19 12.692 1801 1803 1809 rBV3 45294 61813 3.12% 0.417%
20 12.827 1819 1826 1831 rBV 325214 359479 18.15% 2.426%
21 12.874 1831 1834 1839 rVB2 21387 28811 1.46% 0.194%
22 12.969 1844 1850 1854 rBV 1728827 1703629 86.04% 11.499%
23 13.051 1858 1864 1868 rBV3 24421 40847 2.06% 0.276%
24 13.157 1880 1882 1886 rVB2 55759 50246 2.54% 0.339%
25 13.227 1891 1894 1897 rBV 39560 35965 1.82% 0.243%
26 13.263 1897 1900 1902 rBV2 33045 32607 1.65% 0.220%
27 13.386 1919 1921 1925 rBV2 20071 25825 1.30% 0.174%
28 13.674 1967 1970 1973 rVB 23023 24574  1.24%  0.166%
29 13.898 2002 2008 2020 rBV7 50433 178004 8.99% 1.201%
30 14.033 2026 2031 2034 rBV2 500974 598363 30.22% 4.039%
31 14.063 2034 2036 2044 rVB 119774 118274 5.97% 0.798%
32 14.427 2096 2098 2100 rVB 30505 23943 1.21% 0.162%
33 14.504 2108 2111 2113 rBV2 25371 26060 1.32% 0.176%
34 15.098 2208 2212 2215 rBV2 66181 99069 5.00% 0.669%
35 15.410 2263 2265 2270 rVB 28674 33662 1.70% 0.227%
36 15.474 2273 2276 2283 rVB 53120 78383 3.96% 0.529%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71423\
Data File : BF134303.D

Acqg On : 14 Jul 2023 22:30
Operator : CG\JU

Sample : 03592-01

Misc

ALS Vvial : 13  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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.539 2283 2287 2297 rBV 249195 364192 18.39%  2.458%

Sum of corrected areas: 14816085
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 14 Jul 2023 22:30
¢ CG\JU
. 03592-01

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071423\
BF134303.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance : . .
6o TIC: BF134303.D\data.ms
2000000
1500000
7.404
1000000
6.840
500000
5.081
0\\‘\\\\‘\\\\’\\\\‘\\\\‘F\\F"‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\/N\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance
T TIC: BF134303.D\data.ms
9.198
2000000
12.969
1500000 10.675
1000000
8.122 9.881 11.375
500000 125985 go7
11.904
9.310 10.5?E 1 y\h
ol g L ORR IR 099 147 ousiatiieR
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13 00
Abundance : . .
oo TIC: BF134303.D\data.ms
2000000
1500000
1000000
14.033
500000 15.539
236 13.6743.85610° 14142504 15.008 19504
. S
0 T ‘ T T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
Time--> 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\BF071423\
Data File : BF134303.D

Acqg On : 14 Jul 2023 22:30
Operator : CG\JU

Sample : 03592-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.081 4.71 ng 105665 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 509 (5.081 min): BF134303.D\data.ms (-505) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 N RRRREE e e
‘ 83.0 4.80 5.00 5.20 5.40
Obrrrperrrrrrer el ettt et e M/Z 59.0@ 56.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B L B R
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 20.48%
O\\\‘\f‘f‘f‘\\I‘SIMTI\.\O\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e EARRaEEEEE T
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.82%
20.0 101.0
O o el 730,850
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- PR R Y
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.78%
5000 41.0
29.
‘ ‘ 87.0
oo Wl ome
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071423\
Data File : BF134303.D

Acqg On : 14 Jul 2023 22:30
Operator : CG\JU

Sample : 03592-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.904 7.71 ng 229974  Phenanthrene-di10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1669 (11 904 min): BF134303.D\data.ms (-1666) (- m/z 43.05 100.00%
43.0 ,73.0
213.2 pe—
‘ 157.1185.2 ‘ 256.1 12.00
0 Mw““‘m‘\m‘k‘ ““mu‘m“l“l Hm“m“‘wu‘”,“ﬂ‘mmwmmlw m/z 73.00 99.13%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
157.01g5 92130 256.0 m/z 60.00 94.53%
0,
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #46966: n-Decanoic acid
73.0
S
129.0 12.00
5000 m/z 41.05 86.65%
43.0
‘ ‘101.0 172.0
Y SN | | i ——
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid —
3
430 | 730 12.00
m/z 55.05 80.07%
5000 129.0
171.0
214.0
0150?, e
m/z--> 20 40 60 80 100120140160 180200220240260 12.00

8270-BF062623.M Mon Jul 17 11:03:19 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071423\
Data File : BF134303.D

Acqg On : 14 Jul 2023 22:30
Operator : CG\JU

Sample : 03592-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 4
R.T. EstConc Area Relative to ISTD R.T.
12.692 2.07 ng 61813  Phenanthrene-dio 11.375
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 90
3 Undecanoic acid 186 C11H2202 000112-37-8 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 1803 (12.692 min): BF134303.D\data.ms (-1801) (- m/z 43.05 100.00%

43,
5000 40 12900

185.1

24‘122841326 0 12550 13.00
oLl L m/z 55.85  92.64%

m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0

5000 129.0
12 50 13 00
185.0 241 02840 m/z 73.05  88.94%
O\\¢‘
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
WWMAM i
12.50 13.00
5000 284.0 m/z 60.00 86.03%
3.0 129 0
185.0 2410
0 \N\ %\MMW‘\‘MJ“‘HJ‘M J“‘ J““ “‘37?J
m/z--> 50 100 150 200 250 300 350
Abundance #60690: Undecanoic acid
60.0 12.50 13.00

m/z 57.10  79.10%

5000
129.0
L6. LH H‘ JMH“H M ‘ H‘ ‘ 186 0

m/z--> 50 100 150 200 250 300 350 12.50 13.00

o
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71423\
Data File : BF134303.D

Acqg On : 14 Jul 2023 22:30

Operator : CG\JU

Sample : 03592-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Tricosene

R.T. EstConc Area
13.898 5.95 ng 178004
Hit# of 5 Tentative ID

Concentration Rank 2

Relative to ISTD

Chrysene-d12

1 1-Tricosene

2 1-Octadecene

3 E-15-Heptadecenal
4 11-Tricosene

5 5-Eicosene, (E)-

C23H46
C18H36
C17H320
C23H46
C20H40

018835-32-0 97
000112-88-9 95
1000130-97-9 93
052078-56-5 89
074685-30-6 89

Abundance Scan 2008 (13.898 min): BF134303.D\data.ms (-2002) (- m/z 57.05 100.00%
57.0
5000 W
— ——
13.50 14.00
ob—h m/z 83.05 83.72%
miz--> 50 100 150 200 250 300 350
Abundance #227233: 1-Tricosene
57.0
97.0
5000 — e
13.50 14.00
m/z 55.05 81.01%
39.0 322.0
0 \“‘\ ‘\‘ ‘H\ “\‘ ‘1“ j\ ‘“‘ |H\]‘W8\“2;(‘)‘ \22\4\0\ T \2\8\0.\0‘ T \‘ -
m/z--> 50 100 150 200 250 300 350
Abundance #138520: 1-Octadecene
43.0
83.0 T T
13.50 14.00
5000 m/z 43.85  79.57%
25.0 252.0
o Lm0 o020
m/z--> 50 100 150 200 250 300 350
Abundance #138490: E-15-Heptadecenal “ T
43.0 13.50 14.00
m/z 41.10 72.62%
83.0
5000
s
ol L LLLLT T aes0 00220 L
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\BF@71423\
Data File : BF134303.D

Acqg On : 14 Jul 2023 22:30
Operator : CG\JU

Sample : 03592-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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-... 5.081 4.7 ng 105665 1 6.840 448932 20.0
n-Hexadecanoic ... 11.904 7.7 ng 229974 4 11.375 596750 20.0
Octadecanoic acid 12.692 2.1 ng 61813 4 11.375 596750 20.0
1-Tricosene 13.898 6.0 ng 178004 5 14.039 598363 20.0
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