LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM020323\
Data File : BM@38685.D

Acq On : 03 Feb 2023 18:47
Operator : CG/JU

Sample : 01414-03

Misc :

ALS vial : 9 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@38685.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.016 305 311 322 rBV 269488 356569 13.88% 2.652%
2 5.487 385 391 403 rBv 770724 1102404 42.90% 8.199%
3 7.104 659 666 681 rBV 714749 1098738 42.76% 8.172%
4 7.922 798 805 813 rBV 196402 310705 12.09%  2.311%
5 9.098 997 1005 1017 rBV 424123 669437 26.05%  4.979%

6 10.733 1275 1283 1290 rBV 232251 373939 14.55% 2.781%
7 13.192 1694 1701 1713 rBV 1311960 1855766 72.22% 13.802%
8 14.562 1928 1934 1943 rBV 405923 565918 22.02%  4.209%
9 15.921 2159 2165 2171 rBV 55969 73226  2.85%  0.545%
10 16.051 2182 2187 2199 rBV 1141199 1603533 62.40% 11.926%

11 17.309 2395 2401 2407 rBV 496646 677518 26.37% 5
12 18.192 2545 2551 2561 rBV 222778 346573 13.49% 2
13 19.468 2763 2768 2780 rBV 92876 162593 6.33% 1.209%
14 19.921 2840 2845 2856 rBV 2136831 2569713 100.00% 19.
15 21.174 3055 3058 3063 rBV2 89446 106807 4.16% ©

16 21.486 3106 3111 3116 rBV 582113 746091 29.03% 5.549%
17 23.880 3512 3518 3525 rVB2 418119 825905 32.14% 6.143%

Sum of corrected areas: 13445435
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM020323\
Data File : BM@38685.D

Acq On : 03 Feb 2023 18:47
Operator : CG/JU

Sample : 01414-03

Misc

ALS Vial : 9 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: BM038685.D\data.ms
2000000
1500000
1000000
5.487 7.104
500000 9.098
O \\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM038685.D\data.ms
19.921
2000000
1500000
13.192
16.051
1000000
17.309
500000 14.562
18.192
15?% A\ 19.468 LM,A
O o L L e o e L e o A A e B B A e e
Time--> 12.00 1250 13.00 13,50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM038685.D\data.ms
2000000
1500000
1000000
21.486
23.880
500000
21.174
0\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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\BM020323\
Data File : BM@38685.D

Acq On : 03 Feb 2023 18:47

Operator : CG/JU

Sample : 01414-03

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M

: 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.
5.016 22.95 ng 356569 1,4-Dichlorobenzene-d4 7.922

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 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
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 311 (5.016 min): BM038685.D\data.ms (-305) (-) m/z 43.00 100.00%
3.0
5000
101.0
R e R
‘ 4.60 4.80 5.00 5.20 5.40
Ol et 2088 /7 59.10 62.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L R R
4.60 4.80 5.00 5.20 5.40
m/z 101.00 30.68%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\"M\\‘}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
R
4.60 4.80 5.00 5.20 5.40
m/z 57.95 14.10%
5000 101.0
70.0
15'%“ | M L
O A B A RARE B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4529: 2,3-Butanedione, monooxime R AR
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.43%
5000
101.0
15.0
0 \‘ 1l 1! ‘ 69'0 Il
e e e e e e Ao sy
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\BM020323\
Data File : BM@38685.D

Acq On : 03 Feb 2023 18:47
Operator : CG/JU

Sample : 01414-03

Misc

ALS Vial : 9 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 5
R.T. EstConc Area Relative to ISTD R.T.
15.921 2.59 ng 73226  Acenaphthene-d1e 14.563
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 Benzoylformic acid 150 C8H603 000611-73-4 46
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 46
5 1-Propanone, 3-chloro-1-phenyl- 168 C9HI9C10 000936-59-4 43
Abundance Scan 2165 (15.921 min): BM038685.D\data.ms (-2159) (- | m/z 105.00 100.00%
105.0
770 182.0
5000
51.0 | ‘/\‘
152.0 16.00
0 el 1280 m/z 182.08  72.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 T
16.00
510 m/z 77.00 68.16%
RECO 1260 1520 |
\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
T ‘/\\
77.0 16.00
5000 m/z 51.00 25.50%
51.0
TR B B e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28215: Benzoylformic acid ‘ ‘A‘ A
105.0 16.00
77.0 m/z 181.10  12.49%
5000
51.0
0 2?0 N ‘ iyl | 150.0
et e P
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM020323\
Data File : BM@38685.D

Acq On : 03 Feb 2023 18:47
Operator : CG/JU

Sample : 01414-03

Misc

ALS Vial : 9 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.
18.192 10.23 ng 346573 Phenanthrene-d10 17.309
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 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2551 (18.192 min): BM038685.D\data.ms (-2545) (- | m/z 73.00 100.00%
73

.0
43.0
5000 1290
213.1

170.9 CT
‘ H‘ ‘ ‘ 256.1 18.00 1850
m H‘H i \‘H‘u‘m\h“\ ‘1‘”“ Ll ‘\ o ‘i A

oL ML AL T Al m/z 60.00  73.51%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
P

Py
18.00 18.50
97.0 m/z 43.05 65.40%

H 171.0 213.0 256.0
) I ‘\H“‘H Mh\“\ ;‘u‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ “‘ e ‘\‘ S
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid

73.0

5000 129.0
I

o

43.0 1500 1&50
5000 ITI/Z 41.05 59.04%
129.0
185.0 228.0
olb— “‘ \“J ‘u‘u‘ ‘HH“‘ H‘H‘L ;M‘\ ] ‘\ - ul ‘\‘ I ‘\‘ e
m/z--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid e 7
73.0 18.00 18.50
m/z 55.05 58.21%
43.0
5000
129.0
1710 2140 WM
0 1‘41‘0‘\‘ UJ ‘u‘n‘ u‘l ‘um‘ ‘\H“L ‘m“ - ‘m‘ “\ : | — “\ . — e o
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM020323\
Data File : BM@38685.D

Acq On : 03 Feb 2023 18:47
Operator : CG/JU

Sample : 01414-03

Misc

ALS Vial : 9 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 3
R.T. EstConc Area Relative to ISTD R.T.
19.468 4.36 ng 162593  Chrysene-d12 21.486
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 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 55
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 50
Abundance Scan 2768 (19.468 min): BM038685.D\data.ms (-2763) (- | m/z 73.00 100.00%
73.0
5000 128.9 wﬂ\wn
185.1 2411
——
284.1 19.50
0! m/z 43.00 78.47%
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 ‘19‘50‘
83.0 .
284.0 o
185.0 5410 ‘ m/z 60.00 69.58%
0’ H}‘Hh\”“‘\‘ ‘\“ T by \L b " T ‘\ \“ “\ T \‘\ L
miz--> 50 100 150 200 250 300 350
Abundance #46966: n-Decanoic acid
73.0
—
129.0 19.50
5000 m/z 55.00 66.55%
(- ‘”M‘wh u“““‘“ LA “‘1‘7“270‘ N —
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid —
60.0 19.50
m/z 57.10 60.49%
5000 129.0
171.0 213.0 256.0
o‘m‘h wh\“ ;‘H‘w \“‘w Hm, ““‘ A
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM020323\
Data File : BM@38685.D

Acq On : 03 Feb 2023 18:47
Operator : CG/JU

Sample : 01414-03

Misc

ALS Vial : 9 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 Pentadecafluorooctanoic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.174 2.86 ng 106807  Chrysene-di12 21.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 3-Octadecene, (E)- 252 C18H36 007206-19-1 91
3 1-Octadecene 252 C18H36 000112-88-9 83
4 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 83
5 1-Hexacosene 364 C26H52 018835-33-1 83

Abundance Scan 3058 (21.174 min): BM038685.D\data.ms (-3055) (- | m/z 57.10 100.00%

57.1
5000

| %s 12070 505 4151 2100 2150
0“AM‘HMJwWWwAum"mhw‘H_‘HM‘HM‘HMH‘_H‘_H‘_ m/z 43.10 81.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester AJM
57.0
5000 7 —
21.00 21.50

m/z 69.05 75.09%

5.0
| mhm 2520 560.0 648,
HH‘\H’HH[HH‘WH\‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138525: 3-Octadecene, (E)-
69.0

7
21.00 21.50

o

5000 m/z 55.00 72.66%
J J L?QO 252.0
[ e s e e e A e A R e N AN R R R RA A
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #138521: 1-Octadecene 7 —
57.0 21.00 21.50

m/z 83.05 70.79%

5.0
J ) h Ly 252.0

|

R RN ihtas —
miz--> 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\BM020323\
Data File : BM@38685.D

Acqg On : 03 Feb 2023 18:47
Operator : CG/JU

Sample : 01414-03

Misc

ALS vial : 9 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-... 5.016 22.9 ng 356569 1 7.922 310705 20.0
Benzophenone 15.921 2.6 ng 73226 3 14.563 565918 20.0
n-Hexadecanoic ... 18.192 10.2 ng 346573 4 17.309 677518 20.0
Octadecanoic acid 19.468 4.4 ng 162593 5 21.486 746091 20.0
Pentadecafluoro... 21.174 2.9 ng 106807 5 21.486 746091 20.0

8270-BM020123.M Mon Feb 06 14:47:44 2023 Pag 8



