LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052325\
Data File : BF142547.D

Acqg On : 23 May 2025 20:53
Operator : RC/JU

Sample : Q2100-03

Misc :

ALS Vvial : 22 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: BF142547.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.110 485 496 515 rBV 103366 148569 11.74% 1.387%
2 5.510 558 564 576 rBvV 983229 1265597 100.00% 11.811%
3 6.516 729 735 748 rBV 958998 1254223 99.10% 11.705%
4 6.898 795 800 805 rBV 484771 594500 46.97% 5.548%
5 7.457 889 895 900 rBV 582872 737616 58.28% 6.884%

6 7.710 933 938 944 rBV 14766 18942 1.50% 0.177%
7 8.181 1012 1018 1023 rBV 558308 685593 54.17% 6.398%
8 9.251 1195 1200 1211 rBV 988247 1237471 97.78% 11.549%
9 9.933 1311 1316 1326 rVB 469822 596291 47.12% 5.565%
10 10.645 1432 1437 1445 rBV 98658 121064 9.57% 1.130%

11 10.722 1445 1450 1458 rBV 505972 633198 50.03% 5.909%
12 11.422 1564 1569 1577 rBV 448113 582788 46.05% 5.439%
13 11.945 1652 1658 1668 rBV3 77037 136370 10.78%  1.273%
14 12.033 1671 1673 1681 rVB4 6614 1419 1.12% ©0.132%
15 12.639 1771 1776 1780 rBV 55211 75374 5.96% 0.703%
16 12.733 1788 1792 1795 rBV5 15143 23118 1.83% 0.216%
17 12.869 1810 1815 1819 rBV 57137 78791 6.23% 0.735%

18 13.010 1834 1839 1844 rBV 986879 1226116 96.88% 11.443%
19 13.904 1987 1991 2000 rBV2 81314 133514 10.55% 1.246%
20 14.068 2014 2019 2027 rVB 477522 672990 53.18% 6.281%

21 15.563 2268 2273 2283 rVB 286636 478727 37.83% 4.468%

Sum of corrected areas: 10715042
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142547.D

Acqg On : 23 May 2025 20:53
Operator : RC/JU

Sample : Q2100-03

Misc

ALS Vvial : 22  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

Abundance TIC: BF142547 .D\data.ms
1000000 5.510 6.516

800000

600000 7.457

6.898

400000

200000
5.110

oo L

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: BF142547.D\data.ms
1000000 9.251 13.010

800000

600000 8.181

10.722
9.933 11.422

400000

200000

10.6 11.945 12.63§2-86 LM
t j\ 033 /3
—_—

0r——7T— — — — T = — ‘
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF142547.D\data.ms
1000000
800000
14.068
600000
15.563
400000
200000 13.904
0\ ‘ 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\BF@52325\
Data File : BF142547.D

Acqg On : 23 May 2025 20:53
Operator : RC/JU

Sample : Q2100-03

Misc

ALS Vvial : 22  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 1
R.T. EstConc Area Relative to ISTD R.T.
5.110 5.00 ng 148569 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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 496 (5.110 min): BF142547.D\data.ms (-485) (-) m/z 43.10 100.00%

43.1
59.1
5000
1011 TT T T T T T [ T T T
83.0 4.80 5.00 5.20 5.40
SRS RO NN < K m/z 59.10  56.60%
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
59.0 4.80 5.00 5.20 5.40
m/z 101.10  18.39%
15.0 101.0
\\\‘\‘\W‘\\“M\\}‘\\\\8‘3‘\.9\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
EEEmmaEE TR
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 16.48%
I 126.0142,0
et
m/z--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate EmEmmaEE e
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.48%
5000
15.0 | 720 1000
| 1L | n A n A
-t r—ty——t— AR RO R
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\BF@52325\
Data File : BF142547.D

Acqg On : 23 May 2025 20:53
Operator : RC/JU

Sample : Q2100-03

Misc

ALS Vvial : 22  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 4.06 ng 121064  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 50
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 50
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 50
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 50
Abundance Scan 1437 (10.645 min): BF142547.D\data.ms (-1432) (- m/z 105.00 100.00%
105.0
182.1
5000
51.1
—— —
| | | 152.0 | 10.50 11000
\\\\‘\\H\\‘\\\\“”\\\\‘\\\\‘\\\\ m/Z 77.10 63.89%
m/z--> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 — —
10.50 11.00
51.0 o
m/z 182.10 56.25%
T T ‘\ T } T \HM\ T “\ T T ’\15“2-\0\ \H T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #173929: 2-Benzoyl-4-bromo-5-methyl-1,2-oxazol-3-one
105.0
—— —
10.50 11.00
5000 m/z 51.10 27.09%
51.0
O L 1470 283,
ey
mlz--> 50 100 150 200 250
Abundance #90576: 1-Propanone, 2-bromo-1-phenyl- — —
105.0 10.50 11.00
m/z 50.10 9.23%
5000
51.0
L \‘ L ‘ 212'0
e —— —
mlz--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142547.D

Acqg On : 23 May 2025 20:53
Operator : RC/JU

Sample : Q2100-03

Misc

ALS Vvial : 22  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 2
R.T. EstConc Area Relative to ISTD R.T.
11.945 4.68 ng 136370  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Octanoic acid 144 C8H1602 000124-07-2 49

Abundance Scan 1658 (11.945 min): BF142547.D\data.ms (-1652) (- m/z 43.10 100.00%

431 731
5000 129.1

157.1185.1213-2 256.1 1200
MWW m/z 73.10  87.82%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R

12.00
m/z 60.00 84.01%

157018502130 256.0

m/z--> 20 40 60 80 100120140160180200220240260

Abundance #126199: Pentadecanoic acid
43.0 73.0
IS
12.00
5000 129.0 m/z 55.10 76.88%
L fme e 0
1”5‘9“““ ‘H!\\‘W A MHH‘M ‘”‘“‘\‘”“\““‘i“““i““‘\‘”‘\“‘”W
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid —
43.0 73.0 12.00

m/z 57.10  75.52%

5000 129.0
171.0
214.0
15 “ ‘\ \‘ | d‘ HM‘ (ﬂ‘\ IO T N ‘ ‘ ‘

—
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\BF@52325\
Data File : BF142547.D

Acqg On : 23 May 2025 20:53
Operator : RC/JU

Sample : Q2100-03

Misc

ALS Vvial : 22  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 5 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.904 3.97 ng 133514  Chrysene-di12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 93
4 1-Nonadecene 266 C19H38 018435-45-5 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
Abundance Scan 1991 (13.904 min): BF142547.D\data.ms (-1987) (- m/z 57.10 100.00%
57.1
5000 V/L/Abﬁ
51 2301 14.00
| .‘ \f“. ) \n . h3§9'1 o
e I b e e e e e m/z 43.10 81.78%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 T
14.00
m/z 55.10 77.69%
5.0
i1l 196.0 280.0
TTT ‘\ H’T\H‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘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 83.10 61.47%
5.0
Al fl L 220 5690 648. ’,,VJLW
A o A i AR ARRARRRSATEARA s
m/z--> 50 100 150200 250 300 350400 450 500 550 600 650
Abundance #173729: 5-Eicosene, (E)- T
55.0 14.00
m/z 97.10 53.45%
5.0
“\L 196.0 280.0
e e e e e P
mlz--> 50 100 150200 250 300 350 400 450 500 550 600 650 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142547.D

Acqg On : 23 May 2025 20:53
Operator : RC/JU

Sample : Q2100-03

Misc

ALS Vvial : 22  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 6 unknownl2.869 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.869 2.34 ng 78791  Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene 202 Cl6H10 000129-00-0 96
2 Fluoranthene 202 C1l6H10 000206-44-0 91
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 39
4 Succinic acid, di(4-cyanophenyl)... 320 C18H12N204 1000360-71-2 38
5 Pyrimidine, 4-methoxy-6-(2-hydro... 202 C11H10N202 097630-79-0 33

Abundance Scan 1815 (12.869 min): BF142547.D\data.ms (-1810) (- m/z 202.10 100.00%
2021

5000
— ——
43.1 740101 1340 1740 ‘H 231.2 261.° 12.50 13.00
ol 431 740, | 1340 1730 | 2312261 ./, s06.16  20.84%
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #78083: Pyrene
202.0
5000 — i,
12.50 13.00

m/z 201.10  17.09%

‘\\3\\9‘.9\\‘\7\\5\‘()\\\\”\\\\‘1\\:3\4\.‘0\\\\‘1Z4\.‘O\\HU‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #78088: Fluoranthene
202.0
e e

12.50 13.00
5000 m/z 203.10 16.53%
101.0
390 750, 1740 |
R B e R aa R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance  #78092: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- o —
202.0 12.50 13.00
m/z 101.00 11.81%
5000
0 7301010 15001750 | g
R L B B AR ARER .
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052325\
Data File : BF142547.D

Acqg On : 23 May 2025 20:53
Operator : RC/JU

Sample : Q2100-03

Misc

ALS Vvial : 22 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-... 5.110 5.0 ng 148569 1 6.898 594500 20.0
Benzophenone 10.645 4.1 ng 121064 3 9.933 596291 20.0
n-Hexadecanoic ... 11.945 4.7 ng 136370 4 11.422 582788 20.0
3-Eicosene, (E)- 13.904 4.0 ng 133514 5 14.069 672990 20.0
unknownl12.869 12.869 2.3 ng 78791 5 14.069 672990 20.0
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