LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141486.D

Acqg On : 06 Feb 2025 18:00
Operator : RC/JU

Sample : Q1309-01

Misc :

ALS Vvial : 16 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-BF020625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141486.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.016 493 497 508 rVB 24469 41534 1.05% 0.157%
2 5.416 559 565 585 rBv 2125044 2955017 74.49% 11.157%
3  6.428 728 737 755 rBV 2202012 3126903 78.82% 11.806%
4 6.786 793 798 805 rBV 478602 583550 14.71% 2.203%
5 7.351 887 894 899 rBV 1466112 2035178 51.30% 7.684%

6 7.604 930 937 949 rBV 64929 90444  2.28% 0.341%
7 8.069 1010 1016 1021 rBV 607271 778174 19.62%  2.938%
8 9.145 1193 1199 1204 rBV 2756252 3609312 90.98% 13.627%
9 9.822 1308 1314 1327 rVB 722599 917089 23.12%  3.463%
10 10.539 1430 1436 1443 rBV 246498 311496 7.85% 1.176%

11 10.616 1443 1449 1464 rBV 1862775 2499909 63.02%  9.439%
12 10.980 1506 1511 1521 rBV 46505 70967 1.79% 0.268%
13 11.310 1562 1567 1572 rBV 761207 963073 24.28%  3.636%
14 11.421 1582 1586 1593 rBV 31395 48021 1.21% ©.181%
15 11.769 1640 1645 1652 rBV 73656 122609 3.09% 0.463%
16 11.851 1652 1659 1679 rVB 718244 1117768 28.18%  4.220%
17 12.551 1768 1778 1786 rBV 47246 105183 2.65% ©.397%
18 12.627 1787 1791 1804 rVV 122158 204660 5.16% ©.773%

19 12.904 1831 1838 1843 rBV 2940930 3967070 100.00% 14.978%

20 13.380 1911 1919 1927 rBV 119502 181210 4.57% 0.684%
21 13.810 1986 1992 2011 rBv4 110447 459022 11.57% 1.733%
22 13.951 2011 2016 2029 rVB 552518 760421 19.17%  2.871%
23 14.433 2094 2098 2102 rBV 40432 52681 1.33% 0.199%
24 14.815 2157 2163 2171 rVB 637822 859330 21.66%  3.244%
25 15.074 2202 2207 2212 rVB 28446 39881 1.01% ©.151%

26 15.415 2258 2265 2276 rBV 358554 585399 14.76%  2.210%

Sum of corrected areas: 26485901
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141486.D

Acqg On : 06 Feb 2025 18:00
Operator : RC/JU

Sample : Q1309-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF141486.D\data.ms
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Abundance TIC: BF141486.D\data.ms
9.145 12.904

2500000
2000000 10.616
1500000
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Abundance TIC: BF141486.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141486.D

Acqg On : 06 Feb 2025 18:00
Operator : RC/JU

Sample : Q1309-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Pentanedioic acid, dimethyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.604 2.32 ng 90444  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 90
2 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 59
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 32
4 6-Methyl-2-heptanol, methyl ether 144 C9H200 1000365-52-0 14
5 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 14

Abundance Scan 937 (7.604 min): BF141486.D\data.ms (-930) (-) m/z 59.00 100.00%

59.0
100.1
5000 129.1
42.0
e R RARRE
m 74.0 7.20 7.40 7.60 7.80 8.00
H‘HH‘HH‘\\Hi\\‘\\‘H}‘H\H}‘i}‘H\‘H‘H‘H\‘\‘HH\‘HH‘HHiHH‘ m/z 169.16 67.7200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #36505: Pentanedioic acid, dimethyl ester
59.0
100.0
129.0
5000 (LN RN R R
7.20 7.40 7.60 7.80 8.00
18.0 42.0 m/z 101.16  52.23%
‘ H 74.0 ‘
H‘HH‘\H‘\“‘\\H“\‘\‘\\‘H}1‘\\\\“}!H‘H‘H‘H\‘\H\H‘]\-ﬁ.e\\\\i\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #36520: Butanedioic acid, methyl-, dimethyl ester
59.0
e RARE
7.20 7.40 7.60 7.80 8.00
5000 m/z 55.00 45, 34%
129.0
15.0 41.0 101.0
‘ 87.0 H
btk 303380 L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)- S e
59.0 7.20 7.40 7.60 7.80 8.00
m/z 129.05  43.48%
5000 101.0
42.0
27.0 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141486.D

Acqg On : 06 Feb 2025 18:00
Operator : RC/JU

Sample : Q1309-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.539 6.79 ng 311496  Acenaphthene-d10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene, (E)- 182 C12H10N2 017082-12-1 58
3 N-Methylbenzamide, N-chlorodiflu... 247 C10H8C1F2NO2  1000446-98-2 50
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 50
5 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 50
Abundance Scan 1436 (10.539 min): BF141486.D\data.ms (-1430) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
RN T
152.1 10.50
et e e m/z 77.00 65.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
0 182.0
5000 O :
10.50
51.0 m/z 182.10  53.24%
| 152.0
H\‘\‘\H‘HH‘H\H\“\\H‘HH‘HH‘H}\‘\H\‘HH‘H\\‘HH‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56778: Azobenzene, (E)-
71.0
RN T
10.50
5000 m/z 51.00 30.93%
51.0 182.0
1050 1520
L L . I L
R RARAaa e e RARAARARAREsERRAE LSS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131407: N-Methylbenzamide, N-chlorodifluoroacetyl- — ‘
105.0 10.50
m/z 50.10 10.29%
5000 77.0
51.0
15.0 L ‘ 162.0  212.0 247.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141486.D

Acqg On : 06 Feb 2025 18:00
Operator : RC/JU

Sample : Q1309-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 cis-7-Hexadecenoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.769 2.55 ng 122609  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 93
2 Palmitoleic acid 254 C16H3002 000373-49-9 87
3 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 87
4 1,9-Tetradecadiene 194 C14H26 112929-06-3 83
5 Myristoleic acid 226 C14H2602 000544-64-9 53

Abundance Scan 1645 (11.769 min): BF141486.D\data.ms (-1640) (-] ' m/z 55.05 100.00%

58.0
5000
==

1150  12.00
137.0 236.2
meﬂumq‘Heﬁfﬁgaﬁ‘u‘uu‘uu“ m/z 41.05 88.95%

m/z--> 20 40 60 80 100120 140 160180 200 220240
Abundance #140807: cis-7-Hexadecenoic acid
55.0

5000 A —_
83.0 11.50 12.00

m/z 43.05 69.25%

27“‘0“‘\ ‘d‘ ‘HM\ hh\ H\ \\165 01920 23\60
H\‘HH‘\H‘HH \H\‘H\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140 160 180200 220 240
Abundance #140796: Palmitoleic acid
55.0
e

11.50 12.00
5000 83.0 m/z 69.05 46.12%
111.0
ro) | ||| iSsoissotso 290
Hw‘uq‘uu“w o

m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #140810: (E)-Hexadec-9-enoic acid == T
55.0 11.50 12.00

m/z 83.10  45.44%

5000 83.0 JL
27‘.0‘“ M MM HH ‘HH\HMM i \\165 01920 23\60 ‘

m/z--> 20 40 60 80 100120140160180200220240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141486.D

Acqg On : 06 Feb 2025 18:00
Operator : RC/JU

Sample : Q1309-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.851 23.21 ng 1117776  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1659 (11.851 min): BF141486.D\data.ms (-1652) (- m/z 43.10 100.00%
43.1 73.0
5000
129.1
213.2 — —
I H‘l(ﬂ 157.1185.1 ‘ 2561 11.50 12.00
Hw‘quww‘qu‘whwamw‘Hw‘ﬂwjuw‘uw‘hw‘uh“ m/z 73.0 91.21%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 - —
213.0 11.50 12.00
‘ 157.0185.0 m/z 60.00 88.50%
\H‘\‘\‘\ \“‘\‘\ \‘\U‘\ \ U‘l‘\”\‘\\‘HH“H‘H‘\“\ \‘\“H\‘\ ‘ \‘\H‘HH“H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— =
11.50 12.00
5000 129.0 m/z 41.05 79.06%
171.0
214.0
150?
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 57.05 77 .78%
5000 129.0
199.0
s ) s T
;ﬁgk“WNNM“NMW“NMMM_‘JMAWAHWHHM‘HMHWH i e
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00

8270-BF020625.M Fri Feb 07 05:26:17 2025 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141486.D

Acqg On : 06 Feb 2025 18:00
Operator : RC/JU

Sample : Q1309-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 5 cis-Vaccenic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.551 2.18 ng 105183  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 87
2 Palmitoleic acid 254 C16H3002 000373-49-9 76
3 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 74
4 Oleic Acid 282 C18H3402 000112-80-1 70
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 68
Abundance Scan 1778 (12.551 min): BF141486.D\data.ms (-1768) (- m/z 55.10 100.00%
5[:
5000 97.0 Nuﬂ#\ﬁqwj\ﬂKijJkﬁ
T
127.1 165.1 12.50
s [ ar” 207.0 26‘34‘1‘ m/z 41.10  77.31%
miz--> 50 100 150 200 250
Abundance #176209: cis-Vaccenic acid
553.0
5000 ——
97.0 1250
m/z 43.10 52.96%
37.0 264.0
15.0/ b \‘ L M,m o 2800 2220
miz--> 50 100 150 200 250
Abundance #140796: Palmitoleic acid
55.0
T
12.50
m/z 69.10 49.51%
5000 970
37.0 236.0
1‘5-‘0\\‘ H\‘\M ) N ‘15‘):1‘.0‘ -
miz--> 50 100 150 200 250
Abundance #140807: cis-7-Hexadecenoic acid 7
55.0 12.50
m/z 67.00 43.04%
5000
97.0
370
ol b NAA TS | sez0 280 -
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141486.D

Acqg On : 06 Feb 2025 18:00
Operator : RC/JU

Sample : Q1309-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 6 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.627 4.25 ng 204660  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 1791 (12.627 min): BF141486.D\data.ms (-1787) (- m/z 43.05 100.00%

43.0
5000
129.0
3.0

185.1 241.2 L — I —
284.3 12.50 13.00

L HMM“‘uJ‘u\‘uM‘M S m/z 57.85 78.81%

m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0

5000p8. 284.0 1 T

185.0 2410 12.50 13.00
m/z 72.95 74.83%

‘\‘[‘ \;‘H‘u‘\ m M\ i “‘\‘ ‘L “ ‘\“‘ ‘\‘ : “‘ .
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0

I
12.50 13.00
5000 129.0 m/z 55.85 72.83%

H ‘ 171.0 213.0 256.0
— “ H‘\ ﬂh‘\ u‘\ al \ “ “ “‘ \‘ ““\‘ , “\‘ R
m/z--> 50 100 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e — ——
43.0 12.50 13.00

m/z 60.00 72.76%

5000 284.0
3.0 129.0
‘ ‘ 185.0 5419
\‘ \\M L ‘H‘H\‘ uh\‘\ ‘u‘\ L (| ‘ ‘ | ‘ I ‘ ‘ 372 ! T T T T T T

m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141486.D

Acqg On : 06 Feb 2025 18:00
Operator : RC/JU

Sample : Q1309-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 7 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.380 4.77 ng 181210  Chrysene-di12 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
2 Palmitoleamide 253 C16H31NO 106010-22-4 90
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 Octadecanamide 283 C18H37NO 000124-26-5 59
5 Octanamide 143 C8H17NO 000629-01-6 53
Abundance Scan 1919 (13.380 min): BF141486.D\data.ms (-1911) (- m/z 59.00 100.00%
59.0
5000
— P
‘ 8.0 13.00 13.50
| ‘ Lu \H\ Mh mle‘\ g ;683‘-1‘98‘]‘- ‘2‘35‘32‘ : 2‘8‘1‘] m/z 72.10 61.79%
miz--> 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — VAP
13.00 13.50
m/z 55.00 42.40%
29.0
A W L’ m 012 B0 1840 2330 281
m/z--> 100 150 200 250
Abundance #139496: Palmitoleamide
59.0
— ——
13.00 13.50
5000 m/z 41.05 37.72%
126.0
| ?%-‘{M\ il I D30l 880 2100 2530
miz--> 50 100 150 200 250
Abundance #142058: Hexadecanamide “ —
59.0 13.00 13.50
m/z 43.05 30.40%
- M\J\/\J\
290/ || | 9801280 1790 2120 2°30
e — ——
m/z--> 50 100 150 200 250 13.00 13.50

8270-BF020625.M Fri Feb 07 05:26:21 2025 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141486.D

Acqg On : 06 Feb 2025 18:00
Operator : RC/JU

Sample : Q1309-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 8 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.810 12.07 ng 459022  Chrysene-d12 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
2 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 91
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
Abundance Scan 1992 (13.810 min): BF141486.D\data.ms (-1986) (- m/z 57.05 100.00%
57.0
— ——
| ﬂ51 D161 13.50 14.00
\H\“HH“\‘\\‘\“I\‘H\‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\ m/z 43.19 87.0100
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — ——
13.50 14.00
m/z 55.05 75.68%
JF‘L%‘11\2!5203690648'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #335528: Tricosyl pentafluoropropionate
57.0
— ——
13.50 14.00
5000 m/z 83.05 54.77%
5.0
1 Hl 1,195.0 322 0 468.0
rrh ‘“H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #339001: Octacosyl trifluoroacetate — —
57.0 13.50 14.00
m/z 69.05 51.17%
5000
5.0
| l |,195.0264.0 364.0437.0
‘H‘_‘H‘H‘W‘H‘“H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘H‘w‘ — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141486.D

Acqg On : 06 Feb 2025 18:00
Operator : RC/JU

Sample : Q1309-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 9 Supraene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.815 29.36 ng 859330  Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Farnesol isomer a 222 C15H260 1000108-92-4 64
3 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
4 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 50
5 Squalene 410 C30H50 000111-02-4 50
Abundance Scan 2163 (14.815 min): BF141486.D\data.ms (-2157) (- m/z 69.05 100.00%
69.0
5000
— —
‘ 137.1 203.2 14.50 15.00
ob bt by b dy 2092 2733 8413 410. /7 g1.e5  51.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — ——
14.50 15.00
m/z 41.05 30.45%
137.0
O Ly Hﬂ‘ 191.0 273.0 341.0 410.
\\\’\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\
miz--> 50 100 150 200 250 300 350 400
Abundance #101957: Farnesol isomer a
69.0
= —
14.50 15.00
5000 ITI/Z 95.05 13.41%
121.0
L w0
m/z--> 50 100 150 200 250 300 350 400
Abundance #19472: 1,5-Heptadiene, 3,3,6-trimethyl- — —
69.0 14.50 15.00
m/z 68.10 12.15%
5000
27W ‘ ‘123£
Ll Il l
A — —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141486.D

Acqg On : 06 Feb 2025 18:00
Operator : RC/JU

Sample : Q1309-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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|
Pentanedioic ac... 7.604 2.3 ng 90444 2 8.069 778174 20.0
Benzophenone 10.539 6.8 ng 311496 3 9.822 917089 20.0
cis-7-Hexadecen... 11.769 2.5 ng 122609 4 11.310 963073 20.0
n-Hexadecanoic ... 11.851 23.2 ng 1117776 4 11.310 963073 20.0
cis-Vaccenic acid 12.551 2.2 ng 105183 4 11.310 963073 20.0
Octadecanoic acid 12.627 4.3 ng 204660 4 11.310 963073 20.0
9-Octadecenamid... 13.380 4.8 ng 181210 5 13.951 760421 20.0
Pentadecafluoro... 13.810 12.1 ng 459022 5 13.951 760421 20.0
Supraene 14.815 29.4 ng 859330 6 15.415 585399 20.0
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