LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@062525\
Data File : BF142841.D

Acqg On : 25 Jun 2025 17:02
Operator : RC/JU

Sample : Q2393-03

Misc :

ALS vial : 9 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-BF061925.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142841.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.092 485 493 500 rBV 101182 150544 10.62% 1.423%
2 5.492 556 561 574 rBV 983461 1296552 91.51% 12.257%
3 6.504 727 733 738 rBV 1055830 1388792 98.02% 13.129%
4 6.875 791 796 801 rBV 374522 451504 31.87% 4.268%
5 7.439 886 892 897 rBV 611129 803917 56.74% 7.600%

6 8.157 1009 1014 1022 rBV 466536 592103 41.79% 5.597%
7 9.233 1192 1197 1202 rBV 1155874 1416896 100.00% 13.395%
8 9.916 1308 1313 1318 rVB 534077 645327 45.55% 6.101%
9 10.627 1427 1434 1442 rVB 111859 138232 9.76% 1.307%
10 10.704 1442 1447 1456 rBV 699301 885939 62.53% 8.375%
11 11.404 1561 1566 1571 rBV 430139 530475 37.44% 5.015%
12 11.927 1649 1655 1672 rBvV2 136981 224964 15.88% 2.127%
13 12.716 1783 1789 1799 rBV 27175 49785 3.51% 0.471%
14 12.992 1830 1836 1841 rBV 795787 980801 69.22% 9.272%
15 13.892 1983 1989 2000 rBV 43862 89139 6.29% 0.843%
16 14.051 2011 2016 2023 rVB 327514 418138 29.51% 3.953%
17 14.510 2091 2094 2099 rBV 10230 14899 1.05% 0.141%
18 15.168 2202 2206 2211 rBV 11861 17169 1.21% ©0.162%
4.

19 15.539 2263 2269 2279 rBV 299822 482863 34.08%

Sum of corrected areas: 10578039
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062525\
Data File : BF142841.D

Acqg On : 25 Jun 2025 17:02
Operator : RC/JU

Sample : Q2393-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142841.D\data.ms
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Abundance TIC: BF142841.D\data.ms
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Abundance TIC: BF142841.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062525\
Data File : BF142841.D

Acqg On : 25 Jun 2025 17:02
Operator : RC/JU

Sample : Q2393-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.092 6.67 ng 150544  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 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 493 (5.092 min): BF142841.D\data.ms (-485) (-) m/z 43.00 100.00%

3.0
59.1
5000
101.0 R e ARAE e
‘ 83.0 4.80 5.00 5.20 5.40

eSS m/z 59.10  57.13%

m/z--> 20 40 60 80 100 120 140

Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 LB e e e
4.80 5.00 5.20 5.40
59.0 m/z 101.00  19.05%
101.0
\\\‘%Z\}?\“H}\\w‘\\\\8‘3‘\.0\\\“\\\\’\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e EEERamEEs R
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00  15.56%
H ‘ 87.0
O R A
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e EERRNEEESS S
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.06%
5000 41.0
| ‘H o 18040
e e EARRaEEES S
mlz--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

BF142841.D

: 25 Jun 2025 17:02
: RC/JU

¢ Q2393-03

Library Se

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062525\

: 9 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

arch Compound Report

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Conce
EstConc Area Relative to IS
4.28 ng 138232  Acenaphthene-di10

10.627

Hit# of

5 Tentative ID

ntration Rank 3
D R.T.
9.916
CASH# Qual

1 Benzophenone
2 Acetophenone, 2-chloro-

3 Benzenepropanenitrile,

182 C13H1e0
154 C8H7C10

.beta.-oxo- 145 C9H7NO

4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2
5 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3

000119-61-9 96
000532-27-4 49
000614-16-4 47
1000446-91-5 47
1000401-50-0 47

Abundance Scan 1434 (10.627 min): BF142841.D\data.ms (-1427) (- m/z 105.00 100.00%
105.0
77.0 182.1
5000
51.0
—— —
10.50 11.00
152.0
H\‘H\\“H‘M‘\Hh“‘HH‘\‘\\\1‘2\6\.\0\‘\\‘\‘”\‘\H\‘HH\ m/Z 77 .00 60.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 1 ~——
10.50 11.00
51.0 m/z 182.10  54.14%
27.0 A | 126.0 152.0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro-
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.00 27.00%
51.0
27.0 | \‘ 1l | ‘ 125.0 154.0
T T B e L R R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24905: Benzenepropanenitrile, .beta.-oxo- 1 e
105.0 10.50 11.00
m/z 50.00 8.84%
77.0
5000
51.0
270 | A | 145.0 0
TR B L R A A —
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\BF062525\
Data File : BF142841.D

Acqg On : 25 Jun 2025 17:02
Operator : RC/JU

Sample : Q2393-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.927 8.48 ng 224964  Phenanthrene-die 11.404
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 93
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 62
Abundance Scan 1655 (11.927 min): BF142841.D\data.ms (-1649) (- m/z 73.00 100.00%
43.0 ,73.0
213.2 :
| ‘ H‘ 157-118‘5-1 ‘ 256.1 12.00
\H‘HH‘H‘HH\H\M\ hHHHH‘M \‘\‘\\‘\H\“\\‘H‘HH‘HH‘\‘H\‘HH“\ m/z 43.05 95.6100
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 — T
12.00
H 157018502130 256.0 m/z 60.00 92.73%
\H‘HH“}‘HH!H\H‘{\‘H\L\‘}“““H‘”‘M\“\‘\\‘\H\‘\\H‘\‘H\‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
1
43.0 730
— ==
12.00
5000 129.0 m/z 57.05 77 .43%
171.0
214.0
sl LIS L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid T
43.0 73.0 12.00
m/z 55.05 77 .23%
5000 129.0
199.0
s e Lo
1§RkﬂNJWWUWmmWﬂMMWW‘Hmuhwkuwuwu‘wuuw e
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\BF062525\
Data File : BF142841.D

Acqg On : 25 Jun 2025 17:02
Operator : RC/JU

Sample : Q2393-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.892 4.26 ng 89139  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 95
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94

Abundance Scan 1989 (13.892 min): BF142841.D\data.ms (-1983) (- m/z 57.05 100.00%
57.0
. JJ\AL
— ——
‘ ffj 2091981 0 13.50 14.00
HJMuhhhwp‘uﬂfu_‘HM‘HM‘HM‘HM‘H_‘HMH‘_H‘_ m/z 43.10 82.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000 — P
13.50 14.00
50 m/z 55.05  75.34%
‘ \' 238.0
Hi%’[\ﬂ\1‘\“\‘\J\“\“\\\‘\l\\\\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— ——
13.50 14.00
5000 m/z 69.10 53.45%
5.0
L ﬁ o 2220 3690 648,
i A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #321013: Heptafluorobutyric acid, hexadecyl ester — —
57.0 13.50 14.00
m/z 83.05 53.41%
5000
5.0
L 20 a0 ) e
mlz--> 50 100 150200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@62525\
Data File : BF142841.D

Acqg On : 25 Jun 2025 17:02
Operator : RC/JU

Sample : Q2393-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061925.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-Pentanone, 4-... 5.092 6.7 ng 150544 1 6.875 451504 20.0
Benzophenone 10.627 4.3 ng 138232 3 9.916 645327 20.0
n-Hexadecanoic ... 11.927 8.5 ng 224964 4 11.404 530475 20.0
Heptadecyl hept... 13.892 4.3 ng 89139 5 14.051 418138 20.0
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