LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38798.D

Acq On : 20 Feb 2023 22:04
Operator : CG/JU

Sample : 01593-05

Misc :

ALS Vvial : 14 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-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@38798.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.957 294 301 309 rVB 200799 265154 23.95%  2.975%
2 5.428 375 381 391 rBV 628303 852201 76.99% 9.562%
3 7.051 650 657 667 rBV 573727 856800 77.41%  9.614%
4 7.875 790 797 804 rVB 164977 248428 22.44%  2.787%
5 9.051 988 997 1008 rBV 348064 546889 49.41% 6.136%

6 10.686 1268 1275 1289 rVB 199559 319802 28.89% 3.588%
7 13.151 1688 1694 1703 rBV 772900 1043815 94.30% 11.712%
8 14.527 1919 1928 1936 rBV 283200 416302 37.61% 4.671%
9 15.892 2153 2160 2166 rBV 57288 73644 6.65% 0.826%
10 16.021 2176 2182 2194 rBV 813862 1106898 100.00% 12.420%

11 17.280 2390 2396 2407 rBV 338738 460985 41.65% 5.172%
12 18.168 2542 2547 2557 rBV 103423 147992 13.37% 1.661%
13 18.592 2615 2619 2625 rVB4 12132 14626 1.32% 0.164%
14 19.339 2741 2746 2750 rVB 24146 35197 3.18% ©.395%
15 19.445 2760 2764 2771 rBV 61847 82906 7.49%  ©.930%
16 19.704 2804 2808 2814 rvv4 22729 34977 3.16% 392%
17 19.904 2836 2842 2849 rBV 966019 1106634 99.98% 12.417%
18 21.156 3052 3055 3066 rVvB4 52864 73761  6.66%

19 21.462 3102 3107 3112 rBV 464218 580414 52.44%
20 23.844 3505 3512 3520 rVB2 332764 644916 58.26%
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Sum of corrected areas: 8912341

8270-BM020123.M Tue Feb 21 12:49:26 2023 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38798.D

Acq On : 20 Feb 2023 22:04
Operator : CG/JU

Sample : 01593-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM038798.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38798.D

Acq On : 20 Feb 2023 22:04
Operator : CG/JU

Sample : 01593-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 1
R.T. EstConc Area Relative to ISTD R.T.
4.957 21.35 ng 265154  1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
Abundance Scan 301 (4.957 min): BM038798.D\data.ms (-294) (-) m/z 42.95 100.00%
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Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
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T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38798.D

Acq On : 20 Feb 2023 22:04
Operator : CG/JU

Sample : 01593-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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.
15.892 3.54 ng 73644  Acenaphthene-d1e 14.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 Thiophene, 2,3-dimethyl-4-cyano-... 256 C14H12N20S 313533-21-0 47
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
Abundance Scan 2160 (15.892 min): BM038798.D\data.ms (-2153) (- | m/z 105.00 100.00%
105.0
182.0
5000
51.1 ‘ T T ‘ T
15.50 16.00
152.0
2808 77,68 71.53%
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5000 — AN
15.50 16.00
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ey (1520
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
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Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
— e
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5000 m/z 51.10 24.78%
51.0
| | 152.0
n ull
et — — —
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Abundance #32010: Acetophenone, 2-chloro- “ ‘ ‘N
105.0 15.50 16.00
m/z 181.00 11.90%
5000
51.0
140 | o) | 154.0 [
e i ————— — — o
m/z--> 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\BM022023\
Data File : BM@38798.D

Acq On : 20 Feb 2023 22:04
Operator : CG/JU

Sample : 01593-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.168 6.42 ng 147992  Phenanthrene-di10 17.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 60
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2547 (18.168 min): BM038798.D\data.ms (-2542) (- | m/z 73.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38798.D

Acq On : 20 Feb 2023 22:04
Operator : CG/JU

Sample : 01593-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.445 2.86 ng 82906  Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 2764 (19.445 min): BM038798.D\data.ms (-2760) (- | m/z 73.00 100.00%
73.0
43.0
5000 129.0
241.2
185.0
284.1 RN
| ‘ | | 19.50
. H‘ ‘hh“\u“\\\w‘\hl\‘\ ‘u‘u“\ s \‘ L ‘\\‘ i ‘\‘ N m/z 60.00 79.92%
miz--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.( P VA
185.0 241.0 19.50
m/z 43.05 68.76%
— \“‘ ‘n‘u UMH‘H‘\“‘ Hh“w‘\\‘\ b H“‘ ‘ L ‘L A “ - “ ‘\ ‘\‘ : “‘
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Abundance #46966: n-Decanoic acid
73.0
——
129.0 19.50
5000 m/z 55.05 62.67%
43.0
- ol e
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid T
73.0 19.50
43.0 m/z 57.00 58.49%
5000 129.0
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|
— “‘ H“‘HH h“ “H‘\“‘ ”h‘\“ M\‘h} “ ‘ \‘ \“ - \‘ — ‘\‘ — —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38798.D

Acq On : 20 Feb 2023 22:04
Operator : CG/JU

Sample : 01593-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 5 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.156 2.54 ng 73761  Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 76
2 1-Pentadecene 210 C15H30 013360-61-7 70
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 64
4 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 62
5 1-Docosene 308 C22H44 001599-67-3 62

Abundance Scan 3055 (21.156 min): BM038798.D\data.ms (-3052) (- | m/z 57.05 100.00%

57.0
5000
—— —
% 0 207.0 581 9 21.00 21.50
_‘thuuuwmuﬂﬂxu‘ﬂm‘?ﬁu‘wu‘wuu‘uu,uu_‘uw‘ m/z 83.85 95.46%
m/z--> 0 50 100150200 250 300 350400450 500550 600 650
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000 bl ——
21.00 21.50
m/z 69.05 94.05%
0 238.0
‘HI‘T f\JH\‘\Hj\‘“\J\H‘\H\\‘HH‘HH’HH‘\\H’HH‘HH’HH‘HH’H
m/z--> 0 50 100150200 250 300 350400450 500550 600 650
Abundance #87652: 1-Pentadecene
43.0
—— —
21.00 21.50
5000 ITI/Z 43.00 88.27%
.0
AL, 2100
e At
m/z--> 0 50 100150200 250 300 350400450 500550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecy! ester T ‘
57.0 21.00 21.50

m/z 97.05 73.55%

5000
I %qu 2520 3690 648.1
- —

m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38798.D

Acqg On : 20 Feb 2023 22:04
Operator : CG/JU

Sample : 01593-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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-... 4.957 21.4 ng 265154 1 7.875 248428 20.0
Benzophenone 15.892 3.5 ng 73644 3 14.527 416302 20.0
n-Hexadecanoic ... 18.168 6.4 ng 147992 4 17.280 460985 20.0
Octadecanoic acid  19.445 2.9 ng 82906 5 21.462 580414 20.0
Heptadecyl hept... 21.156 2.5 ng 73761 5 21.462 580414 20.0
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