LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102924\
Data File : BF140116.D

Acqg On : 29 Oct 2024 17:18
Operator : RC/JU

Sample : P4594-05

Misc :

ALS vial : 5 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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140116.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.204 11 19 29 rVB 1199271 1931415 57.14% 7.281%
2 5.122 506 515 527 rVB2 22507 41674 1.23% 0.157%
3 5.510 574 581 586 rBV 1989889 2759478 81.64% 10.402%
4 6.510 744 751 756 rBV 1941854 2884077 85.33% 10.872%
5 6.887 810 815 820 rBV 657442 802891 23.75% 3.027%
6 7.445 903 910 915 rBV 1427424 1925148 56.96% 7.257%
7 7.698 948 953 960 rVB 56752 71712 2.12% 0.270%
8 8.169 1026 1033 1038 rBV 829666 1081368 31.99% 4.076%
9 8.381 1063 1069 1077 rVB 27636 36585 1.08% 0.138%
10 9.245 1209 1216 1221 rBV 2508110 3379905 100.00% 12.741%
11  9.322 1225 1229 1238 rVB 25354 41142  1.22% ©0.155%
12 9.851 1312 1319 1323 rBV 34526 44607 1.32% 0.168%
13 9.922 1323 1331 1346 rVB 981273 1278714 37.83% 4.820%
14 10.351 1397 1404 1408 rBV 42509 59320 1.76% 0.224%
15 10.639 1447 1453 1459 rVW 435117 581004 17.19%  2.190%
16 10.710 1459 1465 1480 rVV 1628114 2288410 67.71% 8.627%
17 10.827 1480 1485 1494 rVB2 52928 91722 2.71% 0.346%
18 10.945 1500 1505 1513 rVB 64587 83067 2.46% 0.313%
19 11.274 1556 1561 1564 rBV 40519 54236 1.60% 0.204%
20 11.410 1579 1584 1589 rBV 1023369 1287799 38.10% 4.855%
21 11.474 1591 1595 1600 rVB2 32301 43814 1.30% ©0.165%
22 11.698 1629 1633 1638 rBV 34402 42224 1.25% 0.159%
23 11.933 1668 1673 1697 rBV 363871 618926 18.31%  2.333%
24 12.104 1698 1702 1708 rVV2 43304 60380 1.79% 0.228%
25 12.721 1802 1807 1820 rBV 72763 139645 4.13% 0.526%

26 12.998 1848 1854 1859 rBV 2438119 3181338 94.13% 11.
27 13.904 2002 2008 2028 rBV2 53564 173389 5.13%
28 14.057 2028 2034 2045 rVB 601206 803047 23.76%
29 15.557 2283 2289 2304 rVB 433601 740107 21.90%
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Sum of corrected areas: 26527144
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102924\

BF140116.D
: 29 Oct 2024 17:18
: RC/JU
: P4594-05
: 5 Sample Multiplier: 1

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

: C:\Database\NIST20.L
LSCINT.P

Abundance :
5o TIC: BF140116.D\data.ms
2000000 5510 6.510
1500000 7.445
2.204
1000000
6.887
500000
o 5.122 7.6
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF140116.D\data.ms
2500000 9.245 12.998
2000000
10.710
1500000
11.410
1000000 9.922
8.169
500000 10. 11933
8.381 i§22 9.8 10351 08QP45 112 4741698 12104 12.721
0 T A T T T — N S R s B e
Time--> 8.00 8.50 9.00 9.50 10.00 10 50 ll OO ll 50 12 00 12.50 13.00
Abundance :
5o TIC: BF140116.D\data.ms
2000000
1500000
1000000
14.057
500000 15.557
13.904
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
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\BF102924\
Data File : BF140116.D

Acqg On : 29 Oct 2024 17:18
Operator : RC/JU

Sample : P4594-05

Misc

ALS vial : 5 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

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.
2.204 48.11 ng 1931420 1,4-Dichlorobenzene-d4 6.887

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 39
3 Acetamide, N-ethyl- 87 C4HONO 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 19 (2.204 min): BF140116.D\data.ms (-11) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1

L Aamen

‘ 91 2.20 2.40 2.60
bl B2 e m/z 43.05  41.44%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #5054: Butane, 2-methoxy-2-methyl-

73.0
5000 LN L L L B B B B
2.20 2.40 2.60
43.0 -
87.0 m/z 55.10  31.42%
29.
ﬁo \‘\“ %90 ‘\
O \H‘\H\‘HH‘HH‘HH‘H\‘\“HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 26.01%
27.0
O b 120, 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- T
30.0 2.20 2.40 2.60
m/z 41.05 13.48%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102924\
Data File : BF140116.D

Acqg On : 29 Oct 2024 17:18
Operator : RC/JU

Sample : P4594-05

Misc

ALS vial : 5 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

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 3
R.T. EstConc Area Relative to ISTD R.T.
10.639 9.09 ng 581004  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 58
3 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
Abundance Scan 1453 (10.639 min): BF140116.D\data.ms (-1447) (| m/z 105.85 100.00%
105.1
77.1
182.1
5000
51.1
—— o
10.50 11.00
152.1
0l b b 228 TR m/z 77.10 65.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 —— A
10.50 11.00
510 m/z 182.10  53.26%
o210 | || 10 1520
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\
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 51.10 27.20%
51.0
P B S e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24905: Benzenepropanenitrile, .beta.-oxo- —— Ly
105.0 10.50 11.00
m/z 50.10 8.38%
77.0
5000
51.0
J2mo 1450
e B L E e Ve
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\BF102924\
Data File : BF140116.D

Acqg On : 29 Oct 2024 17:18
Operator : RC/JU

Sample : P4594-05

Misc

ALS vial : 5 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

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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.933 9.61 ng 618926  Phenanthrene-di10 11.410
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1673 (11.933 min): BF140116.D\data.ms (-1668) (- m/z 60.00 100.00%

60.0
5000
129.1
213.2 T T
157.1185.2 256.3 12.00
A m/z 73.10  99.18%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
m/z 43.05 99.15%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0

12.00
5000 129.0 m/z 57.05 81.42%
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 81.12%

5000 129.0
199.0
g dses e LT
1.0 If] bl Ll 1 \m ul L —

O‘H‘w‘qh“‘H"H‘_‘HM‘H‘HH‘H‘WH‘W‘H‘_H‘_‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102924\
Data File : BF140116.D

Acqg On : 29 Oct 2024 17:18
Operator : RC/JU

Sample : P4594-05

Misc

ALS vial : 5 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

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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.721 2.17 ng 139645  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 1807 (12.721 min): BF140116.D\data.ms (-1802) (-} | m/z 43.10 100.00%

431 73.0
5000
J‘|‘|h 129.1
1 H‘H

185.2 241.2 I — L —

‘ ‘ " 284.: 12.50 13.00
o] I— \‘ ’ ‘mmmm “ s \‘ il e 1 m/z 60.00 89.79%
mlz--> 150 200 250
Abundance #179089. Octadecanoic acid
73.0
43.0
5000 o s e
129.0 12.50 13.00
m/z 57.05 88.35%
‘ 185.0 5410 284
0b— \“ \“\ M\ Al H”L M I I . S ‘L — ““
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
— —
12.50 13.00
5000 1290 m/Z 73 . 65 82 . 5300
97.0 171 0 2130 256.0
o) E— ‘“’ h!‘ A ‘\ Hh”\ u‘\ ul ‘ “ ‘ . \‘ “‘ - ‘ ‘\‘ -
m/z-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid = T
43.0 73.0 12.50 13.00
m/z 55.05 82.27%
5000 129.0
‘ 199.0 2420
ol H’u“ il HHM“H H\M‘L il ‘\“1‘61.0{\‘ \i . ‘\“ . — _—
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102924\
Data File : BF140116.D

Acqg On : 29 Oct 2024 17:18
Operator : RC/JU

Sample : P4594-05

Misc

ALS vial : 5 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

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 Tetracosyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.904 4.32 ng 173389  Chrysene-di2 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 91
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Dotriacontyl trifluoroacetate 562 C34H65F302 1000351-75-4 91
5 Heptacosyl pentafluoropropionate 542 C30H55F502 1000351-81-6 91

Abundance Scan 2008 (13.904 min): BF140116.D\data.ms (-2002) (- m/z 57.10 100.00%
57.1
w0 /vauJ\AA/\\“u«Jkﬁﬁ
5.1 1400
‘ lﬂ 248.2 14.00
R m/z 43.05 75.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #343754: Tetracosyl heptafluorobutyrate
57.0
5000 T
14.00
5.0 m/z 55.10 61.92%
oLl “{ 1,195.0264.0336.0 532.0
\H\‘ TW\‘HH‘HH‘HH‘\H\‘H\\‘HH‘HH‘HH‘\H\‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
——
14.00
5000 m/z 71.05 50.55%
ol h,“ 2520 3600 648,
H‘w‘H‘_‘H‘H‘w‘H‘_H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_‘u‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #339001: Octacosyl trifluoroacetate ——
57.0 14.00
m/z 83.10 42.16%
5000
5.0
ol “19502640 364.0437.0
‘H‘_‘H‘H‘W‘H‘“H‘H‘wH‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102924\
Data File : BF140116.D

Acqg On : 29 Oct 2024 17:18
Operator : RC/JU

Sample : P4594-05

Misc

ALS vial : 5 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... 2.204 48.1 ng 1931420 1 6.887 802891 20.0
Benzophenone 10.639 9.1 ng 581004 3 9.922 1278710 20.0
n-Hexadecanoic ... 11.933 9.6 ng 618926 4 11.410 1287800 20.0
Octadecanoic acid 12.721 2.2 ng 139645 4 11.410 1287800 20.0
Tetracosyl hept... 13.904 4.3 ng 173389 5 14.057 803047 20.0

8270-BF101824 .M Wed Oct 30 12:54:02 2024 Pag 8



