LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49789.D

Acqg On : 02 Apr 2025 14:07
Operator : RC/JU

Sample : Q1680-01

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-BM@31325.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@49789.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.016 3 5 15 rVB 110509 147933 1.08% 0.227%
2 4.904 321 326 335 rVB 648540 875268 6.41% 1.341%
3 5.369 398 405 419 rBV 4396568 5979973 43.81% 9.162%
4 6.957 668 675 691 rBV 4120512 6101984 44.71%  9.349%
5 7.787 809 816 823 rBV 1054656 1581914 11.59% 2.424%

6 8.939 1004 1012 1022 rBV 2331834 3649028 26.73% 5.591%
7 10.580 1282 1291 1299 rBV 1231737 1948507 14.28%  2.985%
8 13.051 1704 1711 1724 rBV 6277341 8633910 63.26% 13.228%
9 14.427 1937 1945 1952 rBV 1804880 2520375 18.47% 3.861%
10 15.786 2168 2176 2182 rBV 253193 344169 2.52%
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11 15.915 2191 2198 2214 rBV 5049055 6685406 48.98% 10.242%
12 17.168 2405 2411 2417 rBV 2115010 2891445 21.
13 18.074 2559 2565 2573 rBV 464946 736457 5
14 19.227 2756 2761 2770 rVB 95254 138958 1.02%
15 19.350 2777 2782 2790 rBv2 183251 301310 2
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16 19.556 2813 2817 2820 rBV 144330 223256 1.64% 0.342%
17 19.586 2820 2822 2831 rVB 109773 171867 1.26% ©.263%
18 19.792 2852 2857 2866 rBV 11922486 13649101 100.00% 20.911%
19 21.092 3073 3078 3087 rBV 270175 481905 3.53% 0.738%
20 21.403 3124 3131 3135 rVV 2724005 4001351 29.32% 6.130%

21 21.444 3135 3138 3146 rVB 232986 368725 2.70% ©.565%
22 24.397 3632 3640 3657 rVB 1498046 3838671 28.12% 5.881%

Sum of corrected areas: 65271513
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Apr 2025 14:07
: RC/JU
: Q1l680-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM040225\
BM@49789.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Ao,

le+07
8000000
6000000

4000000

2000000

TIC: BM049789.D\data.ms

5.369 6.957

8.939

4.904 7.781

016

10.580

0

Time--> 3.00 350 4.00 450 500 550 600 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
1.2e+07

le+07
8000000
6000000
4000000

2000000

TIC: BM049789.D\data.ms

3.051
15.915

17.168

14.427
18.074
15.786 A h 149

19.y92

21.403

21.0921/444

0

Time--> 13.00 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

Ao,

le+07
8000000
6000000

4000000

2000000

TIC: BM049789.D\data.ms

24.397

0

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49789.D

Acqg On : 02 Apr 2025 14:07
Operator : RC/JU

Sample : Q1680-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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.
4.904 11.07 ng 875268 1,4-Dichlorobenzene-d4 7.787

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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 326 (4.904 min): BM049789.D\data.ms (-321) (-) m/z 43.00 100.00%

43.0
5000
101.1 R NS
‘ 4.60 4.80 5.00 5.20
ol bl . J 13301650 2091 28LU n/; 59,95 53.79%
miz--> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R R R
4.60 4.80 5.00 5.20
m/z 101.05 19.67%
101.0
01:\3“\0“‘\‘ ‘\h‘ ‘ ‘\ T \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
R e REEE
4.60 4.80 5.00 5.20
5000 m/z 58.05 16.89%
101.0
m/iz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R e N R
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.42%
5000
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@40225\
Data File : BM@49789.D

Acqg On : 02 Apr 2025 14:07
Operator : RC/JU

Sample : Q1680-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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.
15.786 2.73 ng 344169  Acenaphthene-d10 14.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2,4-Triazine-3,5(2H,4H)-dione, ... 249 C1@H7N303S 024168-34-1 47
3 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 47
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
5 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 47
Abundance Scan 2176 (15.786 min): BM049789.D\data.ms (-2168) (- | m/z 105.00 100.00%
105.0
77.0
182.1
5000
15 50 16 00
152.0
o320 e B89E myz 77,05 71.97%
m/z--> 40 60 80 100120140160 180200220240 260280
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000
15 50 16 00
m/z 182.10 2.69%
by 1820
OHH‘HH‘H\‘\"HH‘\\H‘\H\‘\HH\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 40 60 80 100120140160 180200 220240 260 280
Abundance #133876: 1,2,4-Triazine-3,5(2H,4H)-dione, 6-benzoylthio
77.0 105.0
15 50 16 00
5000 m/z 51.00 %
45.
ob ol i | 1440 17802070 249.0
o e R RARRARasaRUEEE TR
m/z--> 40 60 80 100120140160 180200 220240 260 280
Abundance #26202: 1-Butanone, 1-phenyl-
105.0 15 50 16 00
m/z 181.00  10.43%
77.0
5000
39.0 148.0
) — A
m/z--> 40 60 80 100120140160 180200 220240 260 280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49789.D

Acqg On : 02 Apr 2025 14:07
Operator : RC/JU

Sample : Q1680-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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.
18.074 5.09 ng 736457  Phenanthrene-di10 17.168
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 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81
Abundance Scan 2565 (18.074 min): BM049789.D\data.ms (-2559) (- | m/z 73.00 100.00%
73.0
5000
129.0
213.2 = :
390 1711 ‘ 256.1 18.00
0 i bl s usies s1.77%
miz-> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR
18.00
1710 213.0 256.0 m/z 60.00 80.98%
O' \‘Sﬂ‘h‘P\“H“‘h} \‘ ‘ “\ \‘ \‘\ " \‘ T ‘\ T “‘\ LI ‘ L
miz-> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
T T
18.00
5000 129.0 m/Z 41.05 67.90%
29. 171.0
‘ 214.0
0 b L ‘ S
miz--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid e
73.0 18.00
m/z 55.05 65.41%
5000
129.0
29. 185.0 228.0
0 \ML‘H} “ ‘ \‘\u“ “\‘ \’ - “\‘ L o o e - ‘ .
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49789.D

Acqg On : 02 Apr 2025 14:07
Operator : RC/JU

Sample : Q1680-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Dotriacontyl pentafluoropro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.092 2.41 ng 481905  Chrysene-d12 21.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontyl pentafluoropropionate 612 C35H65F502 1010351-81-4 91
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
3 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 91
4 Cyclohexadecane 224 C16H32 000295-65-8 90
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 87
Abundance Scan 3078 (21.092 min): BM049789.D\data.ms (-3073) (- | m/z 57.05 100.00%
57.0
5000 AvwwVMNW/AXMWAVWMMJ
T \
| { %F5 12070 o o 21.00
ob AL | 2830 4150 . m/z 43.e5  77.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #347041: Dotriacontyl pentafluoropropionate
57.0
5000 —— ‘
21.00
m/z 71.10 61.93%
O T ‘\ }‘ T \‘\‘\ ‘ \ \J\}\l ‘ll\}%slq\?‘eﬂ\o\’:\;\sﬂ‘o\\ TT ‘ \ﬁ4\‘8\\0\ T ‘ TTTT ‘ \“:\-)\9\4‘\‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
T \
21.00
5000 m/z 55.05 56.93%
o L1390 1080 090
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #301027: Oxalic acid, isobutyl octadecyl ester e ‘
57.0 21.00
m/z 83.05 45.39%
- &/\L
297.0
0”“?50%240, )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49789.D

Acqg On : 02 Apr 2025 14:07
Operator : RC/JU

Sample : Ql680-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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-... 4.904 11.1 ng 875268 1 7.787 1581910 20.0
Benzophenone 15.786 2.7 ng 344169 3 14.427 2520380 20.0
n-Hexadecanoic ... 18.074 5.1 ng 736457 4 17.168 2891450 20.0
Dotriacontyl pe... 21.092 2.4 ng 481905 5 21.403 4001350 20.0
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