LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100923\
Data File : BF135652.D

Acqg On : 09 Oct 2023 15:03
Operator : CG\JU

Sample : 04656-02

Misc :

ALS Vvial : 11 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: BF135652.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.775 283 287 296 rVB 27599 42355 1.01% ©.170%
2 5.375 555 559 569 rBV 1440270 1627426 38.90% 6.541%
3 6.387 728 731 751 rBV 886920 999447 23.89% 4.017%
4 6.740 787 791 800 rBV 1006880 906984 21.68%  3.645%
5 7.310 883 888 891 rBV 2542743 2624583 62.73% 10.549%

6 8.016 1004 1008 1020 rBV 1334821 1185273 28.33% 4.764%
7 9.098 1187 1192 1195 rBV 4174656 4085004 97.63% 16.418%
8 9.216 1207 1212 1223 rVB 1191896 1250720 29.89%
9 9

5.027%

.775 1303 1307 1311 rBV 1531862 1275647 30.49% 5.127%

10 10.575 1439 1443 1446 rBV 2569696 2467996 58.99%  9.919%
11 11.269 1558 1561 1565 rBV 1523000 1395087 33.34% 5.607%
12 11.804 1649 1652 1664 rBV2 204656 277752  6.64% 1.116%
13 12.357 1742 1746 1747 rBV2 58473 59449 1.42% 0.239%
14 12.375 1747 1749 1757 rVB 270689 238409 5.70%  ©.958%
15 12.598 1784 1787 1795 rBV2 63901 93751 2.24%  ©.377%

16 12.875 1829 1834 1837 rBV 3888388 4184024 100.00% 16.

6
17 13.933 2010 2014 2025 rVB 1228059 1090340 26.06%  4.382%
18 14.510 2110 2112 2118 rVB2 55659 58077 1.39% ©.233%
19 14.774 2153 2157 2161 rBV 122136 116776 2.79% 0.469%
20 15.039 2198 2202 2206 rVB2 35578 46398 1.11% ©.186%

21 15.404 2259 2264 2274 rBV 636862 855465 20.45%  3.438%

Sum of corrected areas: 24880963
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 09 Oct 2023 15:03
¢ CG\JU
. 04656-02

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100923\
BF135652.D

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\BF100923\
Data File : BF135652.D

Acqg On : 09 Oct 2023 15:03
Operator : CG\JU

Sample : 04656-02

Misc

ALS vial : 11 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.216 19.61 ng 1250720  Acenaphthene-d10 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 Acetaminophen 151 C8HINO2 000103-90-2 49
4 Metacetamol 151 C8HINO2 000621-42-1 47
5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 47
Abundance Scan 1212 (9.216 min): BF135652.D\data.ms (-1207) (-) m/z 43.00 100.00%
43.0
109.1
5000
151.1

R RRRER

85.0 8.80 9.00 9.20 9.40 9.60
Ol b b 1931 s 109,05 58.74%

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

8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.05 34.23%

O \]-\5\.9\ ‘\‘\ T " “\‘1“\‘”‘ \“\“\ \H“ \‘\‘\H\ ’ \ \M\ “1 T \‘ 1“ 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

8.80 9.00 9.20 9.40 9.60

5000 151.0 m/z 41.05 20.02%
o B0 10
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen R ER R
109.0 8.80 9.00 9.20 9.40 9.60

m/z 85.05 10.90%

5000 151.0
43.0 80.0
0 15. O ‘ I h M |

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100923\
Data File : BF135652.D

Acqg On : 09 Oct 2023 15:03
Operator : CG\JU

Sample : 04656-02

Misc

ALS vial : 11 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.804 3.98 ng 277752  Phenanthrene-die 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60
Abundance Scan 1652 (11.804 min): BF135652.D\data.ms (-1649) (- m/z 60.00 100.00%
60.0
5000
129.1
97.1 . : :
1711 2132 ‘ ‘
‘ M‘ ‘ | j | 2561 11.50 12.00
0 e pree M Al b b L b ST myz 43,05 98.38%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 = ——
129.0 11.50 12.00
213.0 m/z 73.00 91.92%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M{‘\‘HH\H““Huwl “\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
— Fe=y
11.50 12.00
5000 129.0 m/z 55.05 81.51%
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 #109279: Tetradecanoic acid = —
73.0 11.50 12.00
43.0 m/z 57.05 81.39%
5000 129.0
185.0
H 228.0
0;§RWAMNJWmwk%_ﬁuLM‘HHMAW‘HWHH_!HMHW‘ = —
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\BF100923\
Data File : BF135652.D

Acqg On : 09 Oct 2023 15:03
Operator : CG\JU

Sample : 04656-02

Misc

ALS vial : 11 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 1@-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.375 3.42 ng 238409  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 87
Abundance Scan 1749 (12.375 min): BF135652.D\data.ms (-1747) (- m/z 55.05 100.00%
55.0
— e
‘ 23 1 1802 222.2 264.1 12.00 12.50
ob— \“\‘ \u‘ I, H\Hm ST O S . : B : m/z 41.05 63.73%
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
5000 ‘e niaiat
12.00 12.50
‘ 264.0 m/z 69.10 54.78%
23 0 222.0
180.0
ok H H‘\ \u‘ \\ u‘ﬂ\ ‘mm‘ wHU\ N 1‘ - }\L e “‘ ‘2‘96‘0
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
= e
12.00 12.50
5000 m/z 74.05 48.89%
23 0
‘ ‘ 180.0 222.0 264.02960
02‘5“0“ I u \\MH\H m”\h \H\ wly ! - - ‘ ‘H‘ = “'
m/iz--> 50 150 200 250 300
Abundance #194421.14{DMadecenok:add,nuﬁhyleﬁer — A
55.0 12.00 12.50
m/z 43.10 46.41%
5000
87.0
264.0
25.0 180.0 222.0 ‘
ol u“ L H\ hh\ H‘M ‘Hm Jilgpp el TP 2960 mhasinaladl
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100923\
Data File : BF135652.D

Acqg On : 09 Oct 2023 15:03
Operator : CG\JU

Sample : 04656-02

Misc

ALS vial : 11 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 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.774 2.73 ng 116776  Perylene-di2 15.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 78
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
4 Umbelliprenin 366 C24H3003 023838-17-7 72
5 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 59

Abundance Scan 2157 (14.774 min): BF135652.D\data.ms (-2153) (-] ' m/z 69.05 100.00%

69.0
5000

T
14.50 15.00

7.2
olta by ‘”m‘“ (191023512830 3413y, g1.e5  52.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 e pee
14.50 15.00

m/z 41.05 26.93%

137.0
027. L “\ , 191.0 273.0 341.0 410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘I\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #251574: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosa
69.0

—
14.50 15.00
5000 m/z 95.05 13.11%

121.0
2?\' il \‘\ | \H\ ‘H \H M M ]TGS O%OS 0 273 0 342 0
A b e
miz—> 50 100 150 200 250 300 350 400

Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- —— ——
69.0 14.50 15.00

m/z 68.10 12.27%

5000
136.0
p
0_7\‘ L “ ‘\h\ \h el “ 205. 02480
T L L L B B B

m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100923\
Data File : BF135652.D

Acqg On : @9 Oct 2023 15:03
Operator : CG\JU

Sample : 04656-02

Misc

ALS Vvial : 11 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|
2,4,7,9-Tetrame... 9.216 19.6 ng 1250720 3 9.775 1275650 20.0
n-Hexadecanoic ... 11.804 4.0 ng 277752 4 11.269 1395090 20.0
10-Octadecenoic... 12.375 3.4 ng 238409 4 11.269 1395090 20.0
Supraene 14.774 2.7 ng 116776 6 15.404 855465 20.0
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