LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142272.D

Acqg On : 01 May 2025 20:49
Operator : RC/JU

Sample : Q1901-05

Misc :

ALS Vvial : 24 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-BF043025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142272.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.293 10 17 24 rBV2 44972 80056 2.13% 0.288%
2 5.122 489 498 507 rVB 263609 386837 10.32% 1.393%
3 5.516 558 565 570 rBV 2400441 3123321 83.29% 11.246%
4 6.516 729 735 741 rBV 2323821 3199775 85.33% 11.521%
5 6.904 796 801 806 rVB 913621 1137200 30.33% 4.095%

6 7.463 890 896 901 rBV 1579476 1979489 52.79%
7 7.716 935 939 944 rBV 65469 76034  2.03%
8 8.186 1014 1019 1024 rBV 1212533 1467331 39.13%
9 9.263 1196 1202 1207 rBV 2990144 3749811 100.00% 13.

9.939 1312 1317 1322 rBV 1200507 1459537 38.92%

Uiwuo N
N
(o]
w
R

11 10.651 1433 1438 1443 rBV 299506 359688 9.59%
12 10.727 1445 1451 1461 rBV 1464188 1880841 50.16%
13 11.427 1565 1570 1575 rBV 990758 1217066 32.46%
14 11.951 1653 1659 1675 rBvV2 161001 285002  7.60%
15 12.733 1788 1792 1804 rBV3 33324 55424  1.48%

or bR
W
%
N
xR

16 13.015 1834 1840 1845 rBV 2352375 3042654 81.14% 1e@.
17 13.586 1934 1937 1946 rVB 27813 40223 1.07%
18 13.910 1987 1992 1999 rBV 380813 564954 15.07%

oOhANOO®
()
w
IS
R

19 14.062 2013 2018 2026 rBV 917830 1210102 32.27% 357%
20 14.233 2043 2047 2054 rVB 55090 75075 2.00% 270%
21 14.545 2095 2100 2107 rBV 325517 511110 13.63% 1.840%
22 14.857 2149 2153 2163 rBV3 44879 83356 2.22% 0.300%
23 15.209 2208 2213 2214 rBV 58686 78458 2.09% 0.282%
24 15.557 2266 2272 2295 rBV 759580 1328743 35.43% 4.784%
25 16.104 2361 2365 2373 rVB3 38630 72767 1.94% ©.262%
26 17.268 2556 2563 2572 rBV4 97242 228053 6.08% 0.821%
27 17.680 2628 2633 2640 rBV5 32860 79884  2.13% 0.288%

Sum of corrected areas: 27772791
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01 May 2025 20:49
: RC/JU
: Q1901-05

. 24

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050125\
BF142272.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF142272.D\data.ms

5.516

5.122

é.293

6.516
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6.904

7.71

Time-->
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TIC: BF142272.D\data.ms
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10.65(1

11.427

11.951
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Time-->
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2500000

2000000

1500000
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TIC: BF142272.D\data.ms

14.062
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\

Data File : BF142272.D

Acqg On : 01 May 2025
Operator : RC/JU
Sample : Q1901-05
Misc

ALS vial : 24 Sample

20:49

Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.M

Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: 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 1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.122 6.80 ng 386837 1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Allyl acetate 100 C5H802 000591-87-7 9
5 Acetone 58 C3H60 000067-64-1 7
Abundance Scan 498 (5.122 min): BF142272.D\data.ms (-489) (-) m/z 42.95 100.00%
43.0
5000 59.1
T e
83.0 101.1 4.80 5.00 5.20 5.40
et e e e | M/Z 59.10 47.12%
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 LN B I B R
4.80 5.00 5.20 5.40
101.0 m/z 58.05 17.19%
3?0 L ‘ 83.0 |
\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R
4.80 5.00 5.20 5.40
5000 m/z 101.10  13.63%
101.0
150 310 | %80 ;55 geo
R R RRRRRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate e EaARaamEasEE
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.22%
5000
58.0
150 270 72.0 100.0
e e e e e P TR oA
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\BF@50125\
Data File : BF142272.D

Acqg On : 01 May 2025 20:49
Operator : RC/JU

Sample : Q1901-05

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.651 4.93 ng 359688  Acenaphthene-d10 9.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Vinyl benzoate 148 C9H802 000769-78-8 50
3 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 50
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 50
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C1O0 000936-59-4 50
Abundance Scan 1438 (10.651 min): BF142272.D\data.ms (-1433) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
— —
10.50 11.00
152.1
\\\‘H\\‘\\‘i\‘\HW‘\H\‘\‘H\1’2\?.\(\)‘\\\‘“\‘\\\\“‘\\\\2‘(\)\7-\(\) m/Z 77 .00 63.7500
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 —— —
10.50 11.00
51.0 m/z 182.10  53.21%
\\\?Z'g\‘\\‘\\‘\\\H}“\\\\‘\‘\\\1’2\?.\0\‘1\§}2\.‘0\\\\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26900: Vinyl benzoate
105.0
— —
10.50 11.00
5000 77.0 m/z 50.95 31.23%
51.0
270 | | 148.0
R B I e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26202: 1-Butanone, 1-phenyl- T —T
105.0 10.50 11.00
m/z 50.00 9.44%
77.0
5000
51.0
L] | 148.0
A ITH Wl |
R A e B e R N R — ——
miz--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142272.D

Acqg On : 01 May 2025 20:49
Operator : RC/JU

Sample : Q1901-05

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.951 4.68 ng 285002  Phenanthrene-di10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1659 (11.951 min): BF142272.D\data.ms (-1653) (- m/z 43.05 100.00%

43.0 (73.0
5000
129.1

213.2
) m 157.1185.1 o 12.00
H‘MH‘HHM‘M‘mehmw“m‘Muh‘ﬂwﬂuq‘uw‘mw‘uh“ m/z 73.00  94.46%

miz--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 U
129.0 12.00
213.0 m/z 60.00 93.77%
‘ | “% 157.0185.0
\H’\‘H\“‘\‘\\H\H\HH\H!\H“‘\\‘”‘}‘\H\‘H‘\H\‘H‘H‘\‘H‘\“HH‘HH‘\H\“H
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0
=
43.0 12.00
5000 m/z 57.05 82.18%
129.0
171.0 2140
1.0 \
m/z--> 20 40 60 80 100120140160180 200220240 260
Abundance #126199: Pentadecanoic acid T
43.0 73.0 12.00
m/z 41.05 81.20%
5000 129.0
199.0
s e L
1§PhHLMWMM“W:mWﬂWMW‘_HJMA‘JH‘MH‘MH‘_H‘_‘ P
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050125\

: BF142272.D
: @1 May 2025 20:49
: RC/JU

: Q1901-05

. 24

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 4 Trifluoroacetoxy hexadecane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13910 9.3ang 564954  Chryseme-diz 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 Cl8H33F302  006222-03-3 94

2 Heptafluorobutyric acid, hexadec... 438 C20H33F702
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702
4 Heptadecyl heptafluorobutyrate 452 C21H35F702
5 Heptadecyl trifluoroacetate 352 C19H35F302

006385-15-5 94
000400-57-7 94
959085-66-6 94
1010351-87-0 94

Abundance Scan 1992 (13.910 min): BF142272.D\data.ms (-1987) (- m/z 57.05 100.00%

57.0
5000
1111
=
d‘ 168 14.00
AL es k22 a3.e5 91.21%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 LN
111.0 14.00
m/z 55.05 85.55%
L, 1980 26903900
\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
—=
14.00
m/z 83.05 66.75%
5000 111.0
1690
T TN
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester —F=
57.0 14.00
m/z 69.05 60.10%
5000 111.0 J\/J\xﬁmj\ﬁ
169.0 950
H TR R A
m/z--> 50 100 150 200 250 300 350 400 450 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142272.D

Acqg On : 01 May 2025 20:49
Operator : RC/JU

Sample : Q1901-05

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 1-Docosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.545 8.45 ng 511110 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 98
2 Docosyl pentafluoropropionate 472 C25HA45F502 1000351-80-9 94
3 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 94
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2100 (14.545 min): BF142272.D\data.ms (-2095) (- m/z 57.05 100.00%
57.0
1 \
‘ F511822 14.50
oAby, 1822 24893084 3973 0 4310 80.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209740: 1-Docosene
57.0
5000 54‘56 \
308.0 :
1250 m/z 55.05 70.33%
U gzroaso |
‘\\1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #332270: Docosyl pentafluoropropionate
57.0
T \
14.50
5000 m/z 83.10 56.10%
5.0
1] ‘h38102380 308.0 454.0
i ] A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #343754: Tetracosyl heptafluorobutyrate T ‘
57.0 14.50
m/z 97.05 53.77%
5000
5.0
1 ‘ , 181.0 250.0 336.0 532.
‘H“_“w“H“H“H“_“w“u“u“u“W“w“u‘ T
miz--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142272.D

Acqg On : 01 May 2025 20:49
Operator : RC/JU

Sample : Q1901-05

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 Aromandendrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.268 3.43 ng 228053  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aromandendrene 204 C15H24 000489-39-4 90
2 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 78
3 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 60
4 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 58
5 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 58
Abundance Scan 2563 (17.268 min): BF142272.D\data.ms (-2556) (- m/z 204.20 100.00%
204.2
55.0 135.0
5000
269.1
16.2 — ‘/\‘ —
‘ 393.3440. 17.00 17.50
A il JH‘M | L m/z 55.00  67.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80135: Aromandendrene
41.0 161.0
5000 — e
17.00 17.50
} l m/z 69.05 61.70%
H‘Hh”“‘ 1‘\"\“\1(‘)\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 5 100 150 200 250 300 350 400
Abundance #80316: 1H-Cycloprop[e]azulene, decahydro-1,1,7-trimet
41.0
161.0
17.00 17.50
5000 m/z 135.00  61.65%
‘\\
m/z--> 100 150 200 250 300 350 400

Abundance #80482. Naphthalene, decahydro-4a-methyl-1-methylene e ——
105.0 204.0 17.00 17.50

m/z 121.05 53.04%
50001 41.0 JM
k e ‘W
m/z--> 100 150 200 250 300 350 400 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050125\
Data File : BF142272.D

Acqg On : 01 May 2025 20:49
Operator : RC/JU

Sample : Q1901-05

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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-... 5.122 6.8 ng 386837 1 6.904 1137200 20.0
Benzophenone 10.651 4.9 ng 359688 3 9.939 1459540 20.0
n-Hexadecanoic ... 11.951 4.7 ng 285002 4 11.427 1217070 20.0
Trifluoroacetox... 13.910 9.3 ng 564954 5 14.063 1210100 20.0
1-Docosene 14.545 8.4 ng 511110 5 14.063 1210100 20.0
Aromandendrene 17.268 3.4 ng 228053 6 15.557 1328740 20.0
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