LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140069.D

Acg On : 26 Oct 2024 19:37
Operator : RC/JU

Sample 1 P4547-01

Misc :

ALS Vial : 21  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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA F\Methods\8270-BF101824 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF140069.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 2.210 12 20 28 rVB 1196705 1946041 66.14% 8.267%
2 5.116 505 514 520 rBvV2 18428 31138 1.06% 0.132%
3 5.504 574 580 585 rBV 1804124 2370481 80.57% 10.070%
4 6.504 743 750 755 rBV 1800179 2487795 84.56% 10.568%
5 6.886 810 815 820 rBV 755649 925065 31.44%  3.930%
6 7.445 903 910 915 rBV 1239511 1631868 55.47% 6.932%
7 7.698 948 953 961 rBV 71733 89537 3.04% 0.380%
8 8.169 1024 1033 1038 rBV 981134 1241584 42.20% 5.274%
9 8.380 1063 1069 1074 rBV 29517 38479 1.31% 0.163%
10 9.245 1209 1216 1226 rBV 2162952 2942087 100.00% 12.498%
11 9.922 1323 1331 1345 rBV 1118357 1466853 49.86% 6.231%
12 10.633 1447 1452 1459 rBV 617792 795985 27.06%  3.381%
13 10.710 1459 1465 1480 rVB 1358804 1757217 59.73%  7.465%
14 10.945 1500 1505 1511 rVB 75866 94641  3.22%  0.402%
15 11.410 1578 1584 1589 rBV 1101034 1361519 46.28% 5.784%
16 11.474 1591 1595 1599 rVB2 27058 32647 1.11% 0.139%
17 11.927 1665 1672 1686 rBv2 81658 145597  4.95%  0.619%
18 12.433 1752 1758 1764 rBV 30804 44701  1.52%  0.190%
19 12.816 1818 1823 1827 rBV 26273 33715 1.15% 0.143%
20 12.992 1848 1853 1863 rVB 1778418 2253762 76.60% 9.574%
21 13.892 2000 2006 2021 rBV 55897 127733  4.34% 0.543%
22 14.045 2027 2032 2043 rVB 579981 755071 25.66%  3.208%
23 14.810 2157 2162 2172 rBV4 34172 80974 2.75%  0.344%
24 14.904 2173 2178 2187 rVB 54529 79577 2.70% 0.338%
25 15.527 2277 2284 2304 rBV 491964 806259 27.40%  3.425%

Sum of corrected areas: 23540326
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140069.D

Acq On : 26 Oct 2024 19:37
Operator : RC/JU

Sample 1 P4547-01

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140069.D\data.ms
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Abundance TIC: BF140069.D\data.ms
9.245

o

2000000
12.992

1500000
10.710

9.922 11.410
1000000 8.169

10.633
500000

10.945 11.927 AJ
0 S 8.380 LM/\ AT74 N~ 12‘.433 12.81

— — T — — = R == T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140069.D

Acq On : 26 Oct 2024 19:37
Operator : RC/JU

Sample 1 P4547-01

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.210 42.07 ng 1946040 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CAS# 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 39
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance  Scan 20 (2.210 min): BF140069.D\data.ms (-12) (-) m/z 73.10 100.00%
73.1
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Abundance #15768: 2,2,4-Trimethyl-3-pentanol
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[
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Abundance #2104: Acetamide, N-ethyl- T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140069.D

Acq On : 26 Oct 2024 19:37
Operator : RC/JU

Sample 1 P4547-01

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 2 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.633 10.85 ng 795985  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 58
3 .alpha., .alpha.-Dichloroacetophe... 188 C8H6CI20 002648-61-5 47
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 Benzilamide 227 C14H13NO2 004746-87-6 47
Abundance Scan 1452 (10.633 min): BF140069.D\data.ms (-1447) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.0
—— =
10.50 11.00
152.1
Ol il e ke 228 RS m/z 77.10 0 67.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 e A
10.50 11.00
51.0 m/z 182.10 52.05%
0 2?.0 ‘ A | 126.0 15%.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.00 27.91%
51.0
Y. A A N S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #63251: .alpha.,.alpha.-Dichloroacetophenone P A
105.0 10.50 11.00
m/z 50.10 8.66%
5000 77.0
51.0
0 \2&0‘\ J RARARRRBRES 1350 T
I T e R B A S ey
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\BF102624\
Data File : BF140069.D

Acq On : 26 Oct 2024 19:37
Operator : RC/JU

Sample 1 P4547-01

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.927 2.14 ng 145597  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Nonanoic acid 158 C9H1802 000112-05-0 50
Abundance Scan 1672 (11.927 min): BF140069.D\data.ms (-1665) (- m/z 60.00 100.00%
60.0
5000
129.1
97.1 213.2 T
1711 256.1 12.00
0! m/z 73.10 95.99%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 . T
12.00
1570155 02130 256.0 m/z 43.05 95.66%
O,
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #92063: Tridecanoic acid
e
43.0 730
—r—
12.00
5000 129.0 m/z 57.05 83.90%
171.0
214.0
0150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 55.05 79.30%
5000 129.0
199.0
s e T
0%?Rk“JWNWwWWAWWMMMWHH_JHJHW‘HWHHM‘H_ ——
m/z--> 20 40 60 80 100120140160 180 200 220 240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140069.D

Acq On : 26 Oct 2024 19:37
Operator : RC/JU

Sample 1 P4547-01

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 4 Hexacosyl pentafluoropropio... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.892 3.38ng 127733 Chrysene-diz 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Hexacosyl pentafluoropropionate
2 Octacosyl trifluoroacetate

3 Heptacosyl pentafluoropropionate
4 Triacontyl pentafluoropropionate

528 C29H53F502
506 C30H57F302
542 C30H55F502
584 C33H61F502

1000351-81-2 91
1000351-74-9 91
1000351-81-6 91
1000351-80-0 91

5 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 91
Abundance Scan 2006 (13.892 min): BF140069.D\data.ms (-2000) (- m/z 57.05 100.00%
57.0
— e
‘ 13.50 14.00
0 M‘_H‘ Lo 1910 2811 e M/Z 43.05  71.90%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #341707: Hexacosyl pentafluoropropionate
57.0
5000 — —
111.0 13.50 14.00
m/z 55.10 59.21%
ol |‘ |”‘H67022202780 3640 510.0
\\\‘\\\\\\\1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #339001: Octacosyl trifluoroacetate
57.0
P P
13.50 14.00
5000 m/z 71.05 49.17%
oM | ,\167 0222, 0278 0 3640 437.0
H“H““““H R e T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #343109: Heptacosy! pentafluoropropionate e ——
57.0 13.50 14.00
m/z 83.10 45.85%
5000
111.0
ol ‘ | ‘ || u‘ \167 0222.0278.0 3780 524.(
H“H“‘H“““_"w“‘W“H“‘H“H“‘H“H“ — —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140069.D

Acq On : 26 Oct 2024 19:37
Operator : RC/JU

Sample 1 P4547-01

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 5 9-Octadecenamide, (2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.810 2.01 ng 80974  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 89
2 9-Octadecenamide 281 C18H35N0 003322-62-1 86
3 Tetradecanamide 227 C14H29NO 000638-58-4 59
4 Palmitoleamide 253 C16H31NO 106010-22-4 59
5 3-Hexadecanol 242 C16H340 000593-03-3 50
Abundance Scan 2162 (14.810 min): BF140069.D\data.ms (-2157) (- m/z 59.00 100.00%
59.0
5000 jk
97.1 — Fo 0 A
128.1 177.0208.1 ) 14.50 15.00
0 A i LTS 2830 nyz 55.05  65.97%
m/z--> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — e
14.50 15.00
0
29.0 050 m/z 72.10 61.37%
0+ “‘\ U ‘HH “I‘M \”W ‘}“‘}%ﬁ"? “\ \18\4\0‘ T \2\38\? T 2\8\;\(:
m/z--> 50 100 150 200 250
Abundance #174772: 9-Octadecenamide
59.0
P P
14.50 15.00
5000 m/z 43.05 48.42%
29.0 97.0
126.0
ol T s 3000 220 e m
miz--> 50 100 150 200 250
Abundance #108044: Tetradecanamide “ T
59.0 14.50 15.00
m/z 41.05 48.37%
5000
29.0” 97.0 1280 1840 2270
m/z--> 50 100 150 200 250 14.50 15.00

8270-BF101824 .M Mon Oct 28 08:45:12 2024 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140069.D

Acg On : 26 Oct 2024 19:37
Operator : RC/JU

Sample 1 P4547-01

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .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... 2.210 42.1 ng 1946040 1 6.886 925065 20.0
Benzophenone 10.633 10.9 ng 795985 3 9.922 1466850 20.0
n-Hexadecanoic ... 11.927 2.1 ng 145597 4 11.410 1361520 20.0
Hexacosyl penta... 13.892 3.4 ng 127733 5 14.045 755071 20.0
9-Octadecenamid... 14.810 2.0 ng 80974 6 15.527 806259 20.0
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