LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52225\
Data File : BF142505.D

Acqg On : 22 May 2025 12:42
Operator : RC/JU

Sample : Q2074-05

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-BF052025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF142505.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.116 487 497 505 rBV 145120 216940 10.38% 1.347%
2 5.516 558 565 570 rBv 1370620 1868576 89.44% 11.604%
3 6.516 729 735 747 rBV 1405806 1933860 92.56% 12.010%
4 6.898 794 800 805 rBV 476691 596304 28.54% 3.703%
5 7.457 888 895 900 rBV 917897 1198158 57.35% 7.441%
6 7.7106 933 938 946 rVB 32605 41225 1.97% 0.256%
7 8.181 1012 1018 1033 rBV 610616 780360 37.35% 4.846%
8 8.392 1050 1054 1060 rVB 18149 22463 1.08% 0.140%
9 9.251 1195 1200 1205 rBV 1662941 2089292 100.00% 12.975%
10 9.934 1311 1316 1321 rBV 713571 878893 42.07% 5.458%

11 10.645 1432 1437 1445 rVB 213987 266543 12.76%
12 10.722 1445 1450 1455 rBV 1196776 1520826 72.79%
13 10.957 1483 1490 1495 rBV2 22016 28037 1.34%
14 11.422 1564 1569 1576 rBV 710008 876220 41.94%

NUT® OB
=
N
N
3R

15 11.945 1651 1658 1674 rBV 241410 392241 18.77% 436%
16 12.198 1697 1701 1708 rVB3 15235 21034 1.01% 0.131%
17 12.445 1734 1743 1750 rBV3 18398 44230 2.12% 0.275%
18 12.727 1786 1791 1801 rBV2 38787 70677 3.38% 0.439%
19 13.010 1833 1839 1844 rBV 1308027 1676428 80.24% 10.411%
20 13.198 1865 1871 1882 rBV 27123 52341 2.51% 0.325%
21 13.810 1969 1975 1985 rBV 29356 52415 2.51% 0.326%
22 13.904 1986 1991 2004 rBV 38993 86800 4.15% 0.539%
23 14.063 2009 2018 2028 rVB 404749 565321 27.06% 3.511%
24 14.316 2056 2061 2069 rBV 37229 60545 2.90% 0.376%
25 14.780 2134 2140 2145 rBV 35173 60506 2.90% 0.376%
26 14.921 2160 2164 2171 rVB2 16478 24562 1.18% 0.153%
27 15.286 2221 2226 2232 rVB 26821 47003 2.25% 0.292%
28 15.557 2265 2272 2281 rVB 349024 569631 27.26% 3.538%
29 15.845 2316 2321 2330 rVB 19602 38152 1.83% 0.237%
30 16.504 2429 2433 2438 rVB2 12455 22866 1.09% 0.142%
Sum of corrected areas: 16102449
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052225\

BF142505.D
: 22 May 2025 12:42
: RC/JU
: Q2074-05
: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052225\
Data File : BF142505.D

Acqg On : 22 May 2025 12:42
Operator : RC/JU

Sample : Q2074-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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.
5.116 7.28 ng 216940 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 497 (5.116 min): BF142505.D\data.ms (-487) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 L L L B B I |
83.1 4.80 5.00 5.20 5.40
\\\\‘\\\\““1\\‘\“i\\\\“\'\\\“\\\\‘\\\\‘\\ m/Z 59.10 55.15%
m/z--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.84%
15.0 101.0
\\\‘\‘\w‘\\“h?\\}‘\\\\8‘3‘\.9\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
EEEmmEEE TS
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 15.61%
| LT
"T??‘M“MW‘uwi‘»““‘“_“““““‘
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e maRmERESs S
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.78%
5000 41.0
SN SO L. 1.1 N | B
mlz--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052225\
Data File : BF142505.D

Acqg On : 22 May 2025 12:42
Operator : RC/JU

Sample : Q2074-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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.
10.645 6.07 ng 266543  Acenaphthene-di10 9.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 50
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 1437 (10.645 min): BF142505.D\data.ms (-1432) (- m/z 105.00 100.00%
105.0
771
182.1
5000
51.0
—— —
10.50 11.00
152.1
bl 11289 T myz 77.10 63.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —r— A
10.50 11.00
51.0 m/z 182.10  54.86%
210 | A 1260 1520 |
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
—— —
77.0 183.0 1050 11.00
5000 51.0 m/z 50.95 27.58%
L ) | 127.0 154.0 \
R AT e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32009: Acetophenone, 2-chloro- T =
105.0 10.50 11.00
m/z 181.10 8.77%
77.0
5000
51.0
27.0 | \‘ 11 imi ‘ ‘ 15\4..0
et —— —
mlz--> 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\BF052225\
Data File : BF142505.D

Acqg On : 22 May 2025 12:42
Operator : RC/JU

Sample : Q2074-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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.
11.945 8.95 ng 392241  Phenanthrene-d10 11.422
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 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1658 (11.945 min): BF142505.D\data.ms (-1651) (- m/z 43.05 100.00%
43.0 (731
5000 129.1

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
=

5000 129.0 ‘

H 157.01g50213.0  256.0 .
\H‘HH“}‘HH!H\HM\‘H\L\‘}“““H‘”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100 120 140 160 180200 220 240 260
Abundance #92063: Tridecanoic acid
43.0 730
=

12.00
5000 129.0 m/z 57.05 80.82%
171.0
214.0
sl LIS L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid i

43.0 73.0 12.00

5000 129.0
199.0
s e L
15.00 W]yl 0l o M N \m ul L

m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052225\
Data File : BF142505.D

Acqg On : 22 May 2025 12:42
Operator : RC/JU

Sample : Q2074-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Heptafluorobutyric acid, pe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.084 3.071ng 86800 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 CI9H31F702  959261-23-5 95

2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94

Abundance Scan 1991 (13.904 min): BF142505.D\data.ms (-1986) (- m/z 57.05 100.00%
57.0

5000

-

——
LFJ 20,0 14.00
b S e M/Z 43.05  90.40%
m/z--> 0 50 100 150200250300 350400450500550600650
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester

-

57.0
5000 T 7
14.00
m/z 55.05 86.70%
169.0
‘\\‘l ’J \ff““f‘\lfg‘"\L}\‘L\2\\5‘5\;\0\‘\\\\‘\\4\\0‘6\\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150200250300 350400450500550600650
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
—r
14.00
5000 m/z 69.05 78.23%
e
1
m/z--> 0 50 100 150200250300 350400450500550600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester —
57.0 14.00

m/z 83.10 71.09%

5000

-

L] F 0 2520 648.

m/z--> 0 50 100 150200250 300 350400450500 550600 650 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052225\

BF142505.D
: 22 May 2025 12:42
: RC/JU
: Q2074-05
: 5 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Hexacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.316 2.14 ng 60545  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 2061 (14.316 min): BF142505.D\data.ms (-2056) (- m/z 57.05 100.00%

57.0
5000
113.1 14bd 5456
' .169.2 : :
- «‘Wl‘ ““u““, bt 28 m/z 43.18  59.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 — ——
14.00 14.50
56.93%

m/z 71.10
‘ ‘ 113.0
‘u‘ \‘\ Ih\ “\‘ T
L O B

[, ,169.0 2250 2950 367.0
miz--> 50 100 150 200 250 300 350 400

=

Abundance #194590: Heneicosane
57.0
— : :
14.00 14.50
5000 m/z 85.10 43.65%
‘ 113.0
A 1890 2250 2060
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane — —
57.0 14.00 14.50
m/z 55.10 25.22%
- \/\WAVJU\j\WVN\AWAJ\
113.0
‘ 1 ‘L!, [ 10902250 309.0 3650 437,
I e B I e e e — ——
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

BF142505.D
: 22 May 2025 12:42
: RC/JU
: Q2074-05
: 5 Sample Multiplier: 1

TIC Library

TIC Integration Parameters:

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

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052225\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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

6 Hentriacontane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.780 2.14 ng 60506 Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetratetracontane 619 C44H99 007098-22-8 91

Abundance Scan 2140 (14.780 min): BF142505.D\data.ms (-2134) (- m/z 57.05 100.00%
57.0
113.1 54%6 5556
m“u Al “ g 201 2821 L, 4310 62.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 T —
14.50 15.00
m/z 71.10 54.05%
1301690
T ‘ h‘ \‘\ ‘ \h \l‘\ \‘ ‘J\ ‘\ \‘\ ‘2\2\5\ \0‘ T \:\3‘019\0\ \‘?"6\5\\0\ ‘ \4\.:\37\"
m/z--> 50 100 150 200 250 300 350 400
Abundance #298426: Octacosane
57.0
—— —
14.50 15.00
5000 m/z 85.05 43.38%
“ \‘\ Hh\ “ h I‘ \‘ 1 \ l0\2125.0 281.0 337'0 394'0
gl ‘ A
m/z--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane — —
57.0 14.50 15.00
m/z 55.05 22.53%
o /k”v/xkaﬂmawa“Mﬁ/
L0 0 aa0 w20
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@52225\
Data File : BF142505.D

Acqg On : 22 May 2025 12:42
Operator : RC/JU

Sample : Q2074-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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-... 5.116 7.3 ng 216940 1 6.898 596304 20.0
Benzophenone 10.645 6.1 ng 266543 3 9.934 878893 20.0
n-Hexadecanoic ... 11.945 8.9 ng 392241 4 11.422 876220 20.0
Heptafluorobuty... 13.904 3.1 ng 86800 5 14.063 565321 20.0
Hexacosane 14.316 2.1 ng 60545 5 14.063 565321 20.0
Hentriacontane 14.780 2.1 ng 60506 5 14.063 565321 20.0
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