LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50525\
Data File : BM@50110.D

Acqg On : 05 May 2025 22:14
Operator : RC/JU

Sample : Q1933-01

Misc :

ALS Vvial : 16 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@50110.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.869 315 320 330 rBV 321246 453205 4.67% ©.723%
2 5.340 394 400 415 rBV 3029762 4686485 48.26% 7.474%
3 6.934 659 671 700 rBV 2577744 4731514 48.72% 7.546%
4 7.746 802 809 820 rBV 1196957 1928373 19.86% 3.076%
5 8.904 999 1006 1024 rBV 1605748 2946882 30.34% 4.700%

6 10.540 1276 1284 1300 rBV 1270887 2432190 25.04%
7 13.010 1697 1704 1723 rBV 4686985 7130898 73.43% 11.
8 14.116 1886 1892 1906 rVB 98461 179606 1.85%

9 14.392 1931 1939 1947 rBV 2079489 3127404 32.20%
10 15.757 2165 2171 2178 rBV 407911 607617 6.26%
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11 15.886 2185 2193 2209 rBV 3537358 5606415 57.73%
12 16.110 2227 2231 2245 rVB2 73963 186722 1.92%
13 16.957 2371 2375 2383 rVB2 64697 126144 1.30%
14 17.139 2400 2406 2411 rBV2 2433130 3499078 36.03%
15 17.186 2411 2414 2419 rVB 270983 381569 3.93%
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16 17.280 2425 2430 2435 rBV 134125 190312 1
17 17.639 2487 2491 2499 rVB2 74109 105619 1
18 18.039 2552 2559 2562 rBv2 523233 825143 8.50%
19 18.216 2584 2589 2593 rBV3 133741 248279 2
20 18.327 2605 2608 2613 rBV 88895 125420 1
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21 18.898 2701 2705 2709 rBV 210908 313460 3.23%
22 18.939 2709 2712 2715 rVWV 74678 109637 1.13%
23 19.204 2752 2757 2764 rBV 833941 1126197 11.60%
24 19.562 2811 2818 2828 rVB 840400 1483852 15.28%
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25 19.768 2847 2853 2858 rBV 8063823 9711663 100.00% 15.489%
26 20.051 2898 2901 2910 rVB3 280762 583725 6.01% ©.931%
27 20.409 2959 2962 2965 rVB 216836 227529 2.34% ©.363%
28 21.051 3068 3071 3080 rVB4 397252 618462 6.37% ©.986%
29 21.380 3120 3127 3132 rBV2 2832901 4574628 47.10% @ 7.296%
30 21.421 3132 3134 3145 rVB 445794 685855 7.06%  1.094%

31 24.374 3629 3636 3645 rVB 1532418 3746688 38.58% 5.976%

Sum of corrected areas: 62700571
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50525\
Data File : BM@50110.D

Acqg On : 05 May 2025 22:14
Operator : RC/JU

Sample : Q1933-01

Misc

ALS vial : 16 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

Abundance TIC: BM050110.D\data.ms
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Abundance TIC: BM050110.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50525\
Data File : BM@50110.D

Acqg On : 05 May 2025 22:14
Operator : RC/JU

Sample : Q1933-01

Misc

ALS vial : 16 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 2
R.T. EstConc Area Relative to ISTD R.T.
4.869 4.70 ng 453205 1,4-Dichlorobenzene-d4 7.746

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 32
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 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 320 (4.869 min): BM050110.D\data.ms (-315) (-) m/z 43.00 100.00%

43.0
5000 /L
101.1 N | S —
‘ 4.60 4.80 5.00 5.20
(

ol bl o 1810 2090 2808 /7 59.e5  59.81%

miz--> 50 100 150 200 250

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 LU L LRI B AL
4.60 4.80 5.00 5.20
m/z 101.05 23.31%
‘ 101.0
01:\3“\0‘“\‘ ‘\h‘ ‘ ‘\ T \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #4529: 2,3-Butanedione, monooxime
43.0
R
4.60 4.80 5.00 5.20
5000 m/z 58.05 15.47%
101.0
T
m/iz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester aBRERRERas
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.46%
Lm0
0 e — — G
m/z--> 50 100 150 200 250 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@50525\
Data File : BM@50110.D

Acqg On : 05 May 2025 22:14
Operator : RC/JU

Sample : Q1933-01

Misc

ALS vial : 16 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 3
R.T. EstConc Area Relative to ISTD R.T.
15.757 3.89 ng 607617  Acenaphthene-di10 14.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 46
3 N-Methylbenzamide, N-trifluoroac... 231 C1OH8F3NO2 1000446-91-5 43
4 Methyl benzilate 242 C15H1403 000076-89-1 43
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 43

Abundance Scan 2171 (15.757 min): BM050110.D\data.ms (-2165) (- m/z 105.00 100.00%
1

05.0
182.1
5000
51.0 et —

15.50 16.00

152.0
bt i L 20T 2810y 77,00 66.41%
miz--> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 — —
15.50 16.00

510 m/z 182.10  65.53%
[ [

| 152.0

O T \”M\ T ‘\ I— “‘\ T \H\ LA A B S

m/z--> 50 100 150 200 250

Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0

= P
15.50 16.00

5000 ITI/Z 51.00 20.99%
51.0
152.0
0= *“l**m**\‘* —- N SN
miz--> 50 100 150 200 250
Abundance #112230: N-Methylbenzamide, N-trifluoroacetyl- P P
105.0 15.50 16.00

m/z 181.00 10.21%

5000
51.0
ol50 231.0 ‘

, s
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50525\
Data File : BM@50110.D

Acqg On : 05 May 2025 22:14
Operator : RC/JU

Sample : Q1933-01

Misc

ALS vial : 16 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 3 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.039 4.72 ng 825143  Phenanthrene-di10 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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 83

Abundance Scan 2559 (18.039 min): BM050110.D\data.ms (-2552) (- | m/z 73.00 100.00%
73.0

5000 129.0

%‘

213 1

171. ‘ 256.1 18.00

‘HH“‘ u‘m\ Ju‘\ up | ‘u mﬂ N “ “294‘9“ : 3?§ m/z 59.95 81.07%

mi/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

5000 129.0 —t ‘
18.00
171.0 213.0 256.0 m/z 43.18  74.68%
0 ‘\m\‘““‘\"“‘\H“HH“HH"

HH‘ \\h”\ li
miz--> 100 150 200 250 300 350

0L

Abundance #92069: Tridecanoic acid «J\wwawwwj\xmwwﬁwwmm
73.0
T \
18.00
5000 129.0 m/Z 57.10 65.64%
29. 171.0
‘ 214.0
0 “ \\Hdh”m\u\\‘\ ‘h“ “"‘\““““““"‘
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid —— ‘
73.0 18.00
m/z 55.10 62.03%
5000 129.0
‘ 199.0 2420
A1 VN Y o
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50525\
Data File : BM@50110.D

Acqg On : 05 May 2025 22:14
Operator : RC/JU

Sample : Q1933-01

Misc

ALS vial : 16 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 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.051 2.55 ng 583725 Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 90
2 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 70
3 Chloroacetic acid, pentadecyl ester 304 C17H33C102 070301-47-2 70
4 7-Heptadecene, 1-chloro- 272 C17H33Cl 056554-78-0 70
5 n-Nonadecanol-1 284 C19H400 001454-84-8 70
Abundance Scan 2901 (20.051 min): BM050110.D\data.ms (-2898) (- | m/z 83.10 100.00%
5000 2151 m
20.00 |
273.1 .
ol 32RLLA, M““MMW Wh bt oy, 389:13820429. 0 69 05 89.54%
miz--> 50 100 150 200 250 300 350 400
Abundance #71730: Cyclotetradecane
55.0
5000 ——
20.00
11.0 m/z 55.10 85.74%
LTV
O\\‘\\‘\“\‘\"\“‘\‘\‘\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #211541: Tetradecyl trifluoroacetate
55.0
U
20.00
5000 11.0 m/z 57.10 83.51%
168.0
oL L3P0, 20100600 WM
m/z--> 50 100 150 200 250 300 350 400
Abundance #204471: Chloroacetic acid, pentadecyl ester —— ‘
83.0 20.00
m/z 43.10 82.43%
st o o -
m/z--> 50 100 150 200 250 300 350 400 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50525\
Data File : BM@50110.D

Acqg On : 05 May 2025 22:14

Operator : RC/JU

Sample : Q1933-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 5 1-Heptacosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.051 2.70 ng 618462  Chrysene-di2 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90

Abundance Scan 3071 (21.051 min): BM050110.D\data.ms (-3068) (- | m/z 57.10 100.00%
57.1

111.1
LI \
21.00
168.1 253.1
0 {M H‘Mﬂuum_‘H‘m‘32‘5"9‘3?7‘2‘”““99“2 m/z 43.10  88.56%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosanol
57.0
111.0
5000 ——
21.00
m/z 55.10  83.25%
0 \‘\u\‘ ‘\‘I‘I ‘h 022202780 378.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 400 450 500

%

Abundance #287613: Nonadecyl trifluoroacetate
57.0
111.0 21.00
5000 ITI/Z 83.10 81.19%
311.0
oML o7 280 Soses0 MJ\VW
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #289621: 1-Hexacosanol T ‘
97.0 21.00
m/z 97.10 74.06%
0 \x‘fﬁu.ng(’z‘mowﬂo .
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50525\
Data File : BM@50110.D

Acqg On : 05 May 2025 22:14
Operator : RC/JU

Sample : Q1933-01

Misc

ALS Vvial : 16 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 4.7 ng 453205 1 7.746 1928370 20.0
Benzophenone 15.757 3.9 ng 607617 3 14.392 3127400 20.0
n-Hexadecanoic ... 18.039 4.7 ng 825143 4 17.139 3499080 20.0
Cyclotetradecane 20.051 2.5 ng 583725 5 21.380 4574630 20.0
1-Heptacosanol 21.051 2.7 ng 618462 5 21.380 4574630 20.0
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