LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50625\
Data File : BM@50117.D

Acqg On : 06 May 2025 13:23
Operator : RC/JU

Sample : Q1937-11

Misc :

ALS vial : 7 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 M\Methods\8270-BM042825.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@50117.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.869 314 320 330 rBV 297944 444464 3.53% 0.660%
2 5.340 393 400 418 rBV 3054876 4808751 38.14% 7.145%
3 6.934 664 671 694 rBV 2754761 5024903 39.86% 7.466%
4 7.745 802 809 820 rBV 964626 1599207 12.69% 2.376%
5 8.904 998 1006 1032 rBV 1754300 3275936 25.99% 4.867%

6 10.539 1274 1284 1298 rBV 1096978 2116930 16.79%  3.145%
7 12.016 1528 1535 1545 rBV 78633 156474 1.24% ©.232%
8 13.010 1696 1704 1724 rBV 5594418 8442086 66.97% 12.543%
9 14.392 1929 1939 1956 rBV 1853794 2954631 23.44%  4.390%
10 15.751 2164 2170 2181 rBV 722508 1056213 8.38% 1.569%

11 15.886 2185 2193 2204 rBV 4306871 6716379 53.28% 9
12 17.139 2397 2406 2412 rBV2 2112434 3354986 26.61% 4
13 17.921 2533 2539 2544 rBV3 70072 128509 1.02% 0.191%
14 18.045 2554 2560 2583 rBV 2257363 3827783 30.36% 5
15 19.145 2744 2747 2750 rBV 154148 183885 1.46% ©

16 19.203 2753 2757 2759 rBV2 140749 199106 1.58%  0.296%
17 19.321 2772 2777 2794 rBV 608832 1080733 8.57% 1.606%
18 19.574 2817 2820 2828 rVB2 102631 159002 1.26% ©.236%
19 19.768 2847 2853 2861 rBV 10465428 12606520 100.00% 18.730%
20 21.056 3068 3072 3081 rVB 771613 1095464 8.69% 1.628%

21 21.386 3122 3128 3147 rBV 2316617 3686061 29.24% 5.477%
22 23.509 3484 3489 3495 rVB 530857 981124 7.78%  1.458%
23 24.374 3629 3636 3649 rVB 1383212 3406621 27.02% 5.061%

Sum of corrected areas: 67305768
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 06 May 2025 13:23
: RC/JU
1 Q1937-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50625\
BM@50117.D

: 7 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BM050117.D\data.ms

5.340 6.934

8.904
7.745 10.539

4.869 \ 12.016

0

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 900 950 1000 10.50 11.00 11.50 12.00 12.50

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BM050117.D\data.ms
19.768

8.010
15.886

21.386

18.045
14.392 17.139
21.056

15.751 19.321 o
17.921 199120589.57

o

Time—> 1

3.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

1e+07

8000000

6000000

4000000

2000000

Time-->

TIC: BM050117.D\data.ms

24.374

23.509

23.00 23.50 2400 24.50 25.00 25.50 26.00 2650 27.00 2750 28.00 28.50 2900 29.50 3000 30.50 31.00 3150 32.00

8270-BM042825

.M Wed May 07 ©05:31:29 2025 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50625\
Data File : BM@50117.D

Acqg On : 06 May 2025 13:23
Operator : RC/JU

Sample : Q1937-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 6
R.T. EstConc Area Relative to ISTD R.T.
4.869 5.56 ng 444464  1,4-Dichlorobenzene-d4 7.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 320 (4.869 min): BM050117.D\data.ms (-314) (-) m/z 43.00 100.00%

43.0
5000
101.1 ———— T
l73.1 ‘ 4.60 4.80 5.00 5.20
el S oo 102070 2670 m/z 59.10  58.35%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB e e e
4.60 4.80 5.00 5.20
m/z 101.10  22.30%
15.0 ‘ 101.0
\\\‘\‘\‘MH‘H“HHHH“\H\“‘\H\‘HH‘H\\‘HH‘HH‘HH‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A
4.60 4.80 5.00 5.20
5000 m/z 58.10 16.19%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3556: 5-Hexen-2-one R RAARARRRAEE
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.01%
B \W’\}Lj\
L 83.0
NI | 1
e e e e e e e e e AARAREE S
m/z--> 20 40 60 80 100120140160 180200220240260 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50625\
Data File : BM@50117.D

Acqg On : 06 May 2025 13:23
Operator : RC/JU

Sample : Q1937-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 2
R.T. EstConc Area Relative to ISTD R.T.
15.751 7.15 ng 1056210  Acenaphthene-d10 14.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C1O0 000936-59-4 47
Abundance Scan 2170 (15.751 min): BM050117.D\data.ms (-2164) (- | m/z 105.00 100.00%
105.0
182.1
5000
51.0 L — T T
15.50 16.00
Ob il L1429 ] 2211 3400 0 77,00 65.26%
m/z--> 50 100 150 200 250 300
Abundance #56925: Benzophenone
105.0
182.0
5000 —— ——
15.50 16.00
510 m/z 182.10  62.49%
\\‘\\}\\“h\\‘\\\\“\\\H\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #32010: Acetophenone, 2-chloro-
105.0
—— —
15.50 16.00
5000 m/z 51.00 22.57%
51.0
14.0 ! \‘ ! 154.0
et
m/z--> 50 100 150 200 250 300
Abundance #30107: Benzenecarbothioic acid, S-methyl ester —— ——
105.0 15.50 16.00
m/z 181.05 10.22%
5000
51.0
| 152.0
L ul ‘
e e —— =
mlz--> 50 100 150 200 250 300 15.50 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50625\

BM@50117.D
: 06 May 2025 13:23
: RC/JU
: Q1937-11
: 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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.
18.045 22.82 ng 3827780  Phenanthrene-d10 17.139
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2560 (18 045 min): BM050117.D\data.ms (-2554) (- | m/z 73.00 100.00%

5000 129.1
213.2
T I
36 h\ | 1\7\1 1\ i 3409 o
ok el S U P . L m/z 59.95  79.81%

—

m/z--> 100 150 200 250 300 350
Abundance #143510 n-Hexadecanoic acid
5000 129.0 L \
18.00
171.0 213.0 256.0 m/z 43.05 74.92%
HHM‘ m\h”w \u‘\ ul \ “ ““‘\ “‘\H’\HH‘HH“
m/z--> 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid
73.0
T T \
18.00
5000 m/z 57.10 62.94%
29.0
129.0
‘ 17102140
H‘H‘u‘\h ‘hhh\ ‘ ‘H\“‘ \\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid 7

73.0 18.00
m/z 55.05 61.87%

5000 129.0

' 199.0 2420
I

m/z--> 50 100 150 200 250 300 350 18.00

N
©
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50625\
Data File : BM@50117.D

Acqg On : 06 May 2025 13:23
Operator : RC/JU

Sample : Q1937-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 4
R.T. EstConc Area Relative to ISTD R.T.
19.321 5.86 ng 1080730  Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83

Abundance Scan 2777 (19.321 min): BM050117.D\data.ms (-2772) (= | m/z 73.00 100.00%

73.0 '
5000 129.0
1851 241.2
o P
“ ’ h ‘ 19.00 19.50
A J“\\‘M‘ ol L e “““‘3"1‘5"7“””‘4?9: m/z 43.10 92.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 129.0 r LT

19.00 19.50
m/z 60.00 82.07%

185.0 284.0 '
2
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
73.0
— U
19.00 19.50
5000 129.0 m/z 57.18  79.13%
199.0
i1l
R T NEA 7 R
m/z--> 50 100 150 200 250 300 350 400
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e F ——
43.0 19.00 19.50
m/z 55.05 68.19%
5000 284.0
1290
‘ 185.0
M a0 | amg e
m/z--> 5 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50625\
Data File : BM@50117.D

Acqg On : 06 May 2025 13:23
Operator : RC/JU

Sample : Q1937-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.056 5.94 ng 1095460  Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 94
2 Cetene 224 C16H32 000629-73-2 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 3072 (21.056 min): BM050117.D\data.ms (-3068) (- | m/z 57.10 100.00%
57.1
. 11 WL
LN
207.0 21.00
ol il ‘ “ H\ birtoh 2801 34103983 489 0 43,10 87.55%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 —— ‘
21.00
111.0 ITI/Z 83.10 82.55%
UL ses0 2520
‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #104591: Cetene
41.0
LN
21.00
5000 7.0 m/z 55.10  80.62%
L ssao 2260
i S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #326113: Heptadecyl heptafluorobutyrate 7 ‘
57.0 21.00
m/z 97.10 73.46%
5000
111.0
“ ‘ 169.0 238.0
S —
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50625\
Data File : BM@50117.D

Acqg On : 06 May 2025 13:23
Operator : RC/JU

Sample : Q1937-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 Dotriacontane, 1-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.509 5.76 ng 981124  Perylene-di2 24.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Octacosane, 1-iodo- 520 C28H571I 1000406-32-2 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 90
Abundance Scan 3489 (23.509 min): BM050117.D\data.ms (-3484) (- | m/z 57.10 100.00%
57.1
0 J\vafm/\ﬁ\ﬂ\qﬁy
T
\’ 12251 281.0 2350
0 ‘ [ 1169122512810 341.1 42544762 0 51 10 77.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 —— |
23.50
m/z 43.10 58.70%
\“\ ‘\‘ ‘ \h‘\‘\ \”‘ \l‘ T l\ \":\\ ‘\ \‘\‘2\‘2\5\ \0‘ 2\9\5‘ \0\ :\3\5‘1\9\ T ’ T \4\.4\.‘9\0\\ T ‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-
57.0
T
23.50
5000 m/z 85.10 57.57%
AL N Li ﬂﬁ??zzs 02810 3650
‘H“‘H : R e e AR RA Ra s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #340844: Octacosane, 1-iodo- 7
57.0 23.50
m/z 55.10 23.73%
| “ “‘ \L L \1‘6\9‘0“225 02810 337.0 39?’(’ ‘
S —
miz--> 50 100 150 200 250 300 350 400 450 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50625\
Data File : BM@50117.D

Acqg On . 06 May 2025 13:23
Operator : RC/JU

Sample : Q1937-11

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42825.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-... 4.869 5.6 ng 444464 1 7.745 1599210 20.0
Benzophenone 15.751 7.2 ng 1056210 3 14.392 2954630 20.0
n-Hexadecanoic ... 18.045 22.8 ng 3827780 4 17.139 3354990 20.0
Octadecanoic acid 19.321 5.9 ng 1080730 5 21.386 3686060 20.0
5-Octadecene, (E)- 21.056 5.9 ng 1095460 5 21.386 3686060 20.0
Dotriacontane, ... 23.509 5.8 ng 981124 6 24.374 3406620 20.0

8270-BM042825.M Wed May 07 ©5:31:36 2025 Pag 9



