LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021523\
Data File : BM@38747.D

Acq On : 15 Feb 2023 14:26
Operator : CG/JU

Sample : 01537-01

Misc :

ALS vial : 6 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@38747.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.981 298 305 321 rVB 245270 338724  9.21%  2.132%
2 5.452 379 385 397 rBvV 731490 1038187 28.22% 6.535%
3 7.069 653 660 671 rBV 700869 1087054 29.54% 6.843%
4 7.893 794 800 808 rVB 207697 314327 8.54% 1.979%
5 9.069 992 1000 1007 rBV 435159 673923 18.32% 4.242%

6 10.704 1271 1278 1285 rBV 250851 415926 11.30% 2.618%
7 13.163 1689 1696 1704 rBV 1437718 1984463 53.93% 12.492%
8 14.539 1923 1930 1936 rBV 434613 632153 17.18% 3.979%
9 15.898 2151 2161 2169 rBV 103480 140562 3.82%
10 16.027 2176 2183 2195 rBV 1277436 1663221 45.20% 10.470%
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11 17.280 2390 2396 2401 rBV 579983 778854 21.17% 4.903%
12 18.168 2541 2547 2557 rBV 233278 359894 9.78%  2.266%
13 19.333 2741 2745 2750 rVB 47242 70019 1.90% 0.441%
14 19.439 2759 2763 2771 rBV 120163 169347 4.60% 1.066%
15 19.698 2804 2807 2816 rVB 48059 62853 1.71% ©.396%

16 19.904 2835 2842 2847 rBV 3106285 3679422 100.00% 23.
17 21.151 3050 3054 3064 rVB2 213524 297265  8.08%
18 21.356 3086 3089 3093 rBV 101522 106486  2.89%
19 21.456 3101 3106 3111 rBV 794803 1023940 27.83%
20 23.839 3504 3511 3523 rVB2 537413 1049205 28.52%
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Sum of corrected areas: 15885825
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

. 6

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21523\

BM@38747.D
: 15 Feb 2023 14:26
: CG/JU
: 01537-01
Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM038747.D\data.ms

5.452 7.069

9.069

4.981 10.704

7.893

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BM038747.D\data.ms

19.p04

13.163
16.027

17.280
14.539

18.168

0
Time-->

15.8
-

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BM038747.D\data.ms

21.456
23.839

1156

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38747.D

Acq On : 15 Feb 2023 14:26
Operator : CG/JU

Sample : 01537-01

Misc

ALS Vial : 6 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.
4.981 21.55 ng 338724  1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 37
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 2,4-Pentanedione, 3-(1-methyleth... 142 C8H1402 001540-38-1 12
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 305 (4.981 min): BM038747.D\data.ms (-298) (-) m/z 42.95 100.00%

43.0
5000
101.0

4.60 4.80 5.00 5.20 5.40

oH‘ww‘,“:‘ul“ﬁ?‘q‘HH_m‘W_MW_H?‘Q‘?? m/z 59.00 61.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I N L R R

4.60 4.80 5.00 5.20 5.40
m/z 101.00 29.60%

15.0 ‘ 101.0
O\\\‘\‘\W‘\\"h{\\‘}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
s A RRAREmE
4.60 4.80 5.00 5.20 5.40
m/z 58.10  15.47%
5000 101.0
70.0
150 | ‘M |
ot SN A S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester “HHWHWH,HHW
59.0 4.60 4.80 5.00 5.20 5.40

m/z 41.10 8.90%

5000 /\

\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘va‘uu‘uu’uu‘u

m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38747.D

Acq On : 15 Feb 2023 14:26
Operator : CG/JU

Sample : 01537-01

Misc

ALS Vial : 6 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 4
R.T. EstConc Area Relative to ISTD R.T.
15.898 4.45 ng 140562  Acenaphthene-di0 14.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 53
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 46
4 Ethanone, 2,2,2-trifluoro-1-phenyl- 174 C8HS5F30 000434-45-7 43
5 2-(2-0xo-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 43
Abundance Scan 2161 (15.898 min): BM038747.D\data.ms (-2151) (1 m/z 105.00 100.00%
105.0
770 182.0
5000
51.0 ‘ T T ‘ T
152.0 15.50 16.00
Ol ol k2270 T L2069 180,00 71.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — AR
15.50 16.00
510 m/z 77.00 67.50%
o 20 | 127.0 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
— R
77.0 15.50 16.00
5000 m/z 51.00 25.16%
51.0
N2 S S O e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40879: N-Methoxy-N-methylbenzamide — e A
105.0 15.50 16.00
m/z 181.00 12.27%
77.0
5000
51.0
R B T B B e AR m R P b
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38747.D

Acq On : 15 Feb 2023 14:26
Operator : CG/JU

Sample : 01537-01

Misc

ALS Vial : 6 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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.168 9.24 ng 359894  Phenanthrene-di0 17.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2547 (18.168 min): BM038747.D\data.ms (-2541) (- | m/z 73.00 100.00%

73.0
43.0
5000 129.1
213.1

— .
| 7. 256.1 18.00 1850
'} m/z 60.00  79.75%

0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T

m/z 43.05 65.79%

) 171.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid
73.0
43.0

18.00 18.50
5000 m/z 55.00 60.45%
129.0
1710 2140
0 m‘\‘m‘i‘\‘u”!” ol

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid Popa =

43.0 73.0 18.00 18.50

m/z 41.00 55.83%

5000 129.0
199.0 2420
L‘ m H‘n 158.
0

i
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38747.D

Acq On : 15 Feb 2023 14:26
Operator : CG/JU

Sample : 01537-01

Misc

ALS Vial : 6 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 5
R.T. EstConc Area Relative to ISTD R.T.
19.439 3.31 ng 169347  Chrysene-d12 21.456
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 86
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Undecanoic acid 186 C11H2202 000112-37-8 81
Abundance Scan 2763 (19.439 min): BM038747.D\data.ms (-2759) (- | m/z 73.00 100.00%
73.0
43.1
5000 129.0
185.0 241.2
——
| I
oL— \;‘\\ ‘u‘u‘ h!\\ WH‘H‘MMH‘\“\M\ wul “\ “\“ “\ N ‘in L \‘ i ‘\‘ ‘\L‘ m/z 60.00 79.08%
miz--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.C
1850 2410 19.50
‘ m/z 43.10 73.30%
oL— \“‘ ‘H‘H h!‘u‘u‘\‘w‘ Hh“m}‘\\“ ‘mM u‘\‘ “\‘ “\ ; \‘ “ - L‘ ‘\ ‘\‘ ; “‘
miz--> 50 100 150 200 250
Abundance #46966: n-Decanoic acid
73.0
——
129.0 19.50
5000 m/z 55.00 63.84%
43.0
ol Lo
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid T
73.0 19.50
43.0 m/z 41.00 59.52%
5000 129.0
185.0
|
ob— “‘ W‘H‘w‘ MH “u““‘ nh\‘\‘ ;M‘\‘h; “ t \“ B “‘ e s
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38747.D

Acq On : 15 Feb 2023 14:26
Operator : CG/JU

Sample : 01537-01

Misc

ALS Vial : 6 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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2151 s.s1ng 207265 Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cyclohexadecane 24 Cl6H32 000295-65-8 94

2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91

Abundance Scan 3054 (21.151 min): BM038747.D\data.ms (-3050) (- | m/z 57.05 100.00%

57.0
5000

5.1 =
21.00 21.50

om"HhJ"\w“u,ﬂuu-wz‘%?{?‘H,‘Wf'ﬁ?ﬁnou,”H_m_mww m/z 43.10 98.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104594: Cyclohexadecane
55.0
5000 e —
21.00 21.50

m/z 83.10 94.79%

5.0
1
O H‘\\‘HH‘H“#’"\‘\HL‘Hl\\‘HH’HH‘\H\‘HH’HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0

P
21.00 21.50
5000 m/z 55.00 86.33%

5.0
oLy, 2380
A A LA AR A AL A AR AR AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance

#348538: Pentadecafluorooctanoic acid, octadecyl ester T
57.0 21.00 21.50
m/z 97.05  85.85%

5000
ES'O 252.0
0 J‘ | 1 m\ by | ' 369.0 648.(

N :
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021523\
Data File : BM@38747.D

Acqg On : 15 Feb 2023 14:26
Operator : CG/JU

Sample : 01537-01

Misc

ALS vial : 6 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-... 4.981 21.6 ng 338724 1 7.893 314327 20.0
Benzophenone 15.898 4.5 ng 140562 3 14.533 632153 20.0
n-Hexadecanoic ... 18.168 9.2 ng 359894 4 17.280 778854 20.0
Octadecanoic acid 19.439 3.3 ng 169347 5 21.456 1023940 20.0
Cyclohexadecane 21.151 5.8 ng 297265 5 21.456 1023940 20.0
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