LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91624\
Data File : BF139381.D

Acqg On : 16 Sep 2024 16:30
Operator : RC/JU

Sample : P3929-03

Misc :

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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139381.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.216 12 21 30 rvB 912152 1446191 72.28% 9.064%
2 5.104 503 512 525 rBV 77529 121118 6.05% 0.759%
3 5.498 573 579 584 rBV 1273496 1727776 86.36% 10.829%
4 6.504 743 750 755 rBV 1254176 1810081 90.47% 11.345%
5 6.875 808 813 818 rBV 313132 372708 18.63% 2.336%

6 7.440 902 909 914 rBV 851522 1156112 57.79%
7 7.687 947 951 956 rBB 31273 37963 1.90%
8 8.157 1025 1031 1036 rBV 373564 457944 22.89%
9 9.234 1208 1214 1219 rBV 1597922 2000706 100.00% 12.

9.910 1324 1329 1334 rBV 406197 500179 25.00%

WNNO N
00
N
[
R

11 10.622 1444 1450 1457 rBV 113717 137019 6.85%
12 10.698 1457 1463 1474 rBV 1003342 1282702 64.11%
13 11.392 1576 1581 1589 rBV 426373 574428 28.71%
14 11.463 1589 1593 1597 rBV 40101 51486 2.57%

NO WO
[e)]
[
(O]
B

15 11.922 1662 1671 1676 rBV 278563 389995 19.49% 444%
16 12.004 1682 1685 1693 rVB 36236 61520 3.07% 0.386%
17 12.604 1782 1787 1793 rBV 315663 399306 19.96%  2.503%
18 12.698 1800 1803 1810 rBV 34944 53428 2.67% ©.335%
19 12.827 1818 1825 1830 rBV2 162302 273774 13.68% 1.716%
20 12.874 1830 1833 1839 rVB3 16868 25831 1.29% 0.162%

21 12.980 1841 1851 1856 rBV 1333054 1734289 86.68% 10.870%

22 13.051 1857 1863 1870 rBVS5 17496 33525 1.68% 0.210%
23 13.157 1873 1881 1886 rVB 40723 68474  3.42% 0.429%
24 13.227 1886 1893 1896 rBV 35650 53674 2.68% ©0.336%
25 13.663 1961 1967 1975 rBV 13023 20646 1.03% ©0.129%
26 13.774 1981 1986 1989 rBV2 20005 28159 1.41% 0.176%
27 13.810 1989 1992 1998 rVV3 12546 23839 1.19% ©.149%
28 13.874 1998 2003 2013 rVv4 38167 80237 4.01% 0.503%
29 14.027 2021 2029 2041 rVB3 276019 575174 28.75%  3.605%
30 14.880 2169 2174 2182 rVB 24703 35757 1.79% 0.224%
31 15.063 2200 2205 2214 rBV 37030 78123 3.90%  ©.490%
32 15.368 2252 2257 2262 rVB 16784 24648 1.23% 0.154%
33 15.427 2262 2267 2272 rVWV 19503 29388 1.47% 0.184%
34 15.492 2272 2278 2294 rVB 181410 289198 14.45% 1.813%

Sum of corrected areas: 15955398
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139381.D

Acqg On : 16 Sep 2024 16:30
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139381.D\data.ms
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Abundance TIC: BF139381.D\data.ms
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Abundance TIC: BF139381.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139381.D

Acqg On : 16 Sep 2024 16:30
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.216 77.60 ng 1446190 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance  Scan 21 (2.216 min): BF139381.D\data.ms (-12) (-) m/z 73.05 100.00%

3.0
5000 43.0 /\
A E e
‘ J 881 220 240 2.60
O WL B8 L 88T 7 43.05  49.51%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 LN L L L B BB
43.0 220 240 2.60
‘ m/z 55.10  31.96%
27.0 8%.0
O\‘\\\\‘\“T\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
A Ee
220 240 260
5000 55.0 m/z 87.10  27.52%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #2246.Suane,teUanKthL e e
73.0 220 240 2.60
m/z 41.10 16.80%
5000
43.0
0 15\.0 \‘\ H 1 ‘\ 880
T “‘,““,““ e T
m/z--> 0 20 80 100 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139381.D

Acqg On : 16 Sep 2024 16:30
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.104 6.50 ng 121118 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 512 (5.104 min): BF139381.D\data.ms (-503) (-) m/z 43.10 100.00%
43.1
59.1
5000
TR
‘ 83.1 10?"1 4.80 5.00 5.20 5.40
Ol e sl o e M/Z 59.1@ 52.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L B IR R
4.80 5.00 5.20 5.40
101.0 m/z 101.10  15.70%
31.0 83.0
O \\‘\\\\‘\\\‘\“‘\\\\“H\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R e AR
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.96%
41.0
29.0 101.0
oyl 730 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9492: 2-Hexanol, 2-methyl- R e Bl
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.80%
5000
43.0
31.0 ‘ gao Or°
BN TR Y R SRR | S
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\BF091624\
Data File : BF139381.D

Acqg On : 16 Sep 2024 16:30
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.622 5.48 ng 137019  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 83
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 64
4 Benzoylformic acid 150 C8H603 000611-73-4 58
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 53
Abundance Scan 1450 (10.622 min): BF139381.D\data.ms (-1444) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000 51.1
—— —
10.50 11.00
152.1
Ob i 1 1260 T L wjz 77.10 74.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — ——
10.50 11.00
51.0 m/z 182.10  54.65%
O‘\\\\‘\\‘\\‘\\\Ml“\\\\‘\‘\\\]‘-2\6\.9\‘\]_\5%;()‘\\\\‘H\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
770 1030
—— —
10.50 11.00
5000 182.0 m/z 51.10 38.72%
51.0
3%.0 ‘ Il 159.0 |
Oy e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30106: Benzenecarbothioic acid, S-methyl ester —— o
105.0 10.50 11.00
m/z 50.10 12.44%
77.0
5000
51.0
8.0 152.0
) TS S AN -1 NS R— 11 I
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139381.D

Acqg On : 16 Sep 2024 16:30
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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.
11.922 13.58 ng 389995  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1671 (11.922 min): BF139381.D\data.ms (-1662) (- m/z 43.10 100.00%
43.1 731
5000
129.1 192.1 =
‘ Hl 157.1 ‘ 227256 12.00
oWWHMW ”“m“u”‘: wuum‘_h‘u_‘J‘“wwwwu“_ m/z 73.10  86.78%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 60.00 86.61%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— =
12.00
5000 129.0 m/z 41.05 86.16%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —=
43.0 73.0 12.00
m/z 55.10 78.08%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWﬁ”meﬂmNMWHH_JHJHW‘HWHHM‘H_ =
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00

8270-BF091324.M Tue Sep 17 12:22:21 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139381.D

Acqg On : 16 Sep 2024 16:30
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.004 2.14 ng 61520 Phenanthrene-di0 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 81
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 50
4 Pyrimidine, 6-oxo0-4-(4-fluorophe... 190 C10H7FN20 085979-57-3 17
5 Pyrimidine, 2-chloro-5-phenyl- 196 C10H7CIN2 022536-62-5 9

Abundance Scan 1685 (12.004 min): BF139381.D\data.ms (-1682) (- m/z 190.10 100.00%
19p.1
5000
a7 163.0 fﬁz‘od |
63.0 115.0 139.0 :
S M T P eI P m/z 189.10  94.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64924: 4H-Cyclopenta[def]phenanthrene
190.0
5000 /‘J\“ VA
12.00
95.0 m/z 192.10 32.49%
\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
T
12.00
5000 m/z 191.10 29.68%
94.0
‘ 163.0
] N R
m/iz--> 20 40 60 80 100 120 140 160 180 /\/v\
Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- e ‘A‘ :
190.0 12.00
m/z 187.10 22.02%
5000
95.0 1340 162.0
400 730 |
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139381.D

Acqg On : 16 Sep 2024 16:30
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Pyrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.157 2.38 ng 68474  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 97
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 94
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74

Abundance Scan 1881 (13.157 min): BF139381.D\data.ms (-1873) (- m/z 216.10 100.00%
216.1

5000 . /\ /\/\

107.7 189.1 13.00 13.50
39.0 63.0 .0163.0
0 H‘_“q‘u‘p‘uw‘mWMWuw‘%§?P‘Ww‘u‘ﬂﬁ‘_‘w m/z 215.05 80.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 ‘ /\f\ e

13.00 13.50
m/z 213.10  23.28%

95.0 189.0
140 39.0 630 | 1220 1630 | ‘mw

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #94573: 11H-Benzo[a]fluorene
216.0 A\
SlTivall

o

13.00 13.50
5000 ITI/Z 217.10 17.90%
107.0
0140 440 810, |  139.01630 189.0 | \
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\
Abundance #94579: Fluoranthene, 2-methyl- ] ‘m ‘ A
216.0 13.00 13.50
m/z 107.70  10.26%
5000
108.0
ol 390 740 " 13901630 %0 | AL
P e e e e e A faras—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139381.D

Acqg On : 16 Sep 2024 16:30
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.874 2.79 ng 80237  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 80
2 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 50
3 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 42
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 42
5 1-Heneicosanol 312 C21H440 015594-90-8 42

Abundance Scan 2003 (13.874 min): BF139381.D\data.ms (-1998) (- m/z 57.10 100.00%
57.1 230.1
5000
111
— ——
‘ ‘ 13.50 14.00
a— m“‘““w‘“‘m L m/z 230.10  98.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 wal A
11.0 13.50 14.00
m/z 43.10 94.44%
0 \\“\"‘ “ \‘\‘% ‘l “‘ ““‘\\\\‘f\2\3?‘0\2\8\4:‘0\\\\‘\\\\’\4\3\4\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
— ——
13.50 14.00
5000 m/z 55.05 73.67%
101.0
00, |, 1740
\\\\\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #269424: Pentafluoropropionic acid, tetradecyl ester “ —
57.0 13.50 14.00
m/z 41.10 58.63%
- | AMMW
AN ’ T
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\

: BF139381.D

. 16

Sep 2024 16:30

: RC/JU
: P3929-03

7

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Supraene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.880 2.47 ng 35757  Perylene-di12 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual

upraene 410 C30H50 007683-64-9 72
,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
,3-Dioxolan-2-one, 3-methyl-3-(... 264 C16H2403 336879-76-6 59
,6,10-Dodecatrien-1-0l1, 3,7,11-... 222 C15H260 004602-84-0 59
H-1-Benzopyran-2-one, 7-[(3,7-d... 298 C19H2203 000495-02-3 59

uih wNnPE
NNE OV

Abundance Scan 2174 (14.880 min): BF139381.D\data.ms (-2169) (- m/z 69.10 100.00%

69.1
5000
137.1 14‘56 ‘15‘00‘
: 254.0 : :
0 "MNW‘WNNMWNNWu“???}“ﬂ‘““““““““ m/z 81.10 48.55%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — -
14.50 15.00
m/z 41.10 30.97%
137.0
oPT9 bl y [, 191.0 273.0 3410  410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
P P
14.50 15.00
5000 m/z 95.10  15.49%
137.0
D
0'7'4 T U O O N
m/z--> 50 100 150 200 250 300 350 400
Abundance #153224: 1,3-Dioxolan-2-one, 3-methyl-3-(4,8-dimethyIng — ——
69.0 14.50 15.00
m/z 68.00 14.55%
5000
AIRIOES L 0T N B I (I
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\BF@91624\
Data File : BF139381.D

Acqg On : 16 Sep 2024 16:30
Operator : RC/JU

Sample : P3929-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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|
Butane, 2-metho... 2.216 77.6 ng 1446190 1 6.875 372708 20.0
2-Pentanone, 4-... 5.104 6.5 ng 121118 1 6.875 372708 20.0
Benzophenone 10.622 5.5 ng 137019 3 9.910 500179 20.0
n-Hexadecanoic ... 11.922 13.6 ng 389995 4 11.392 574428 20.0
4H-Cyclopenta[d... 12.004 2.1 ng 61520 4 11.392 574428 20.0
Pyrene, 1-methyl-  13.157 2.4 ng 68474 5 14.027 575174 20.0
Heptadecyl hept... 13.874 2.8 ng 80237 5 14.027 575174 20.0
Supraene 14.880 2.5 ng 35757 6 15.492 289198 20.0
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