LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50925\
Data File : BM@50171.D

Acqg On : 09 May 2025 22:39

Operator : RC/JU

Sample : Q1983-19

Misc . OR-636-COMP-04

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@50171.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.863 313 319 331 rBV 297717 469850 5.22% 0.745%
2 5.334 393 399 419 rBV 2920080 4809299 53.46% 7.626%
3 6.928 664 670 703 rBV 2548999 5271235 58.59%  8.359%
4 7.739 801 808 819 rBV 1204312 2020348 22.46%  3.204%
5 8.904 998 1006 1037 rBV 1440564 3170076 35.24% 5.027%

6 10.533 1276 1283 1305 rBV 1190570 2658025 29.55%
7 13.004 1695 1703 1724 rBV 4841369 8110568 90.16% 12.
8 14.121 1887 1893 1902 rBV2 53184 107650 1.20%

9 14.392 1932 1939 1946 rBV 2045196 3411152 37.92%
10 14.457 1946 1950 1958 rVB 120534 225975 2.51%
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11 15.451 2114 2119 2130 rVB3 70783 135873 1.51%
12 15.757 2165 2171 2185 rVB 379810 678647  7.54%
13 15.892 2185 2194 2214 rBV 3266956 5646157 62.76%
14 17.139 2399 2406 2411 rBV2 2201591 3460174 38.46%
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15 17.186 2411 2414 2423 rVV 675808 1048435 11.65% 663%
16 17.286 2425 2431 2440 rVB 123079 234626 2.61% 0.372%
17 17.568 2471 2479 2487 rBV2 35743 98303 1.09% ©.156%
18 18.033 2551 2558 2562 rBv2 485195 848945 9.44%  1.346%
19 18.068 2562 2564 2575 rVB 198279 342791 3.81% ©0.544%
20 18.215 2584 2589 2593 rBV2 169172 310803 3.45% 0.493%

21 18.251 2593 2595 2603 rVB 104675 154238 1
22 18.939 2708 2712 2717 rBV 121004 191859 2
23 19.098 2732 2739 2749 rVB5 53273 135986 1.51%
24 19.203 2751 2757 2765 rBV 815709 1127559 12.
25 19.315 2771 2776 2780 rBv2 133357 223819 2
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26 19.568 2810 2819 2827 rBV 720169 1250802 13.90%
27 19.645 2828 2832 2837 rVB2 64660 103512 1.15% ©.164%
28 19.762 2847 2852 2863 rBV 7962641 8996069 100.00% 14.265%
29 19.909 2871 2877 2883 rVB4 63150 147386 1.64% 0.234%
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30 20.068 2901 2904 2908 rVB 138591 184631 2.05% ©.293%
31 20.227 2927 2931 2935 rBV2 85933 120075 1.33% ©.190%
32 20.362 2951 2954 2958 rBV 81870 106548 1.18% 0.169%
33 21.050 3069 3071 3083 rVB6 128618 282005 3.13%  0.447%
34 21.380 3120 3127 3133 rBV2 2109464 3648686 40.56% 5.786%
35 21.427 3133 3135 3141 rVB 309900 388399 4.32% 0.616%

36 24.374 3628 3636 3653 rVB 1124967 2942631 32.71% 4.666%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50925\
Data File : BM@50171.D

Acqg On : 09 May 2025 22:39

Operator : RC/JU

Sample : Q1983-19

Misc . OR-636-COMP-04

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
Sum of corrected areas: 63063137
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50925\
Data File : BM@50171.D

Acqg On : 09 May 2025 22:39

Operator : RC/JU

Sample : Q1983-19

Misc . OR-636-COMP-04

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: BM050171.D\data.ms
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Abundance TIC: BM050171.D\data.ms
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Abundance TIC: BM050171.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50925\
Data File : BM@50171.D

Acqg On : 09 May 2025 22:39

Operator : RC/JU

Sample : Q1983-19

Misc OR-636-COMP-04

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
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.863 4.65 ng 469850 1,4-Dichlorobenzene-d4 7.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
3 Tetraglyme 222 C10H2205 000143-24-8 25
4 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 ©053951-43-2 25
5 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 23

Abundance Scan 319 (4.863 min): BM050171.D\data.ms (-313) (-) m/z 43.00 100.00%

43.0
5000 /k
101.1

e e e
| ‘ ( 4.60 4.80 5.00 5.20
1730 147.0  190.8 280.¢ 59 16 59.73%

R L R L A L —— 2
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N A N Raan
4.60 4.80 5.00 5.20
101.0 m/z 101.10 22.90%
\’\\‘\\““\\\}‘\7\3\\'(‘)‘\\\\“HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
P T
4.60 4.80 5.00 5.20
5000 m/z 58.60  15.90%
20.0 101.0
bbb
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #100836: Tetraglyme A EiARRREERE
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.63%
5000
31.0
103.0
| T80 1770

m/z--> 20 40 60 80 100120140160 180200220240260280 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@50925\
Data File : BM@50171.D

Acqg On : 09 May 2025 22:39

Operator : RC/JU

Sample : Q1983-19

Misc . OR-636-COMP-04

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
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Peak Number 2 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.757 3.98 ng 678647  Acenaphthene-di10 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 46
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 46
4 2,6-Piperazinedione, 4-benzoyl-,... 233 C11H11N303 035975-25-8 43
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 43
Abundance Scan 2171 (15.757 min): BM050171.D\data.ms (-2165) (- | m/z 105.00 100.00%
105.0
182.0
5000
51.0 —— ——
15.50 16.00
152.0
Ol LT L2209 28080 77,00 68.25%
m/z--> 50 100 150 200 250
Abundance #56927: Benzophenone
105.0
182.0
5000 —— ——
15.50 16.00
51.0 m/z 182.00 62.60%
L. 1520 )
alll n
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m/z--> 50 100 150 200 250
Abundance #32010: Acetophenone, 2-chloro-
105.0
— =
15.50 16.00
5000 m/z 51.00 22.76%
51.0
14.0 I \‘ uol 154.0
et T —
miz--> 50 100 150 200 250
Abundance #30107: Benzenecarbothioic acid, S-methyl ester e T
105.0 15.50 16.00
m/z 181.00 11.41%
5000
51.0
| 152.0
L ull ‘
et — — — e ey
mlz--> 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@50925\
Data File : BM@50171.D

Acqg On : 09 May 2025 22:39

Operator : RC/JU

Sample : Q1983-19

Misc OR-636-COMP-04

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.
18.033 4.91 ng 848945  Phenanthrene-di10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 92
3 Octadecanoic acid 284 C18H3602 000057-11-4 92
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
Abundance Scan 2558 (18.033 min): BM050171.D\data.ms (-2551) (- | m/z 72.95 100.00%
73.0
5000 192.1
129.0
1 I
‘ ‘ 256.1 18.00
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m/z--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 —r— ‘
129.0 18.00
3.0 213.0 m/z 59.95 81.33%
171.0 ‘
“M‘\‘H} \““\ \‘ \‘\”“ \‘\‘\ T “\ L B
m/z--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0
= T
18.00
5000 m/z 57.05 66.38%
129.0
29. 185.0 228.0
, ““ LM ‘M‘\‘H} “ ‘ \‘m‘\ “\‘ \‘ , “\‘ e
m/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid o ‘
73.0 18.00
m/z 41.00 65.13%
5000 129.0
29. ‘ 185.0 541 284.0
SRR TP S G o )
m/z--> 50 100 150 200 250 300 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50925\
Data File : BM@50171.D

Acqg On : 09 May 2025 22:39

Operator : RC/JU

Sample : Q1983-19

Misc . OR-636-COMP-04

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-... 4.863 4.7 ng 469850 1 7.739 2020350 20.0
Benzophenone 15.757 4.0 ng 678647 3 14.392 3411150 20.0
n-Hexadecanoic ... 18.033 4.9 ng 848945 4 17.139 3460170 20.0
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