LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021523\
Data File : BM@38746.D

Acq On : 15 Feb 2023 13:49
Operator : CG/JU

Sample : 01539-01

Misc :

ALS vial : 5 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@38746.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.981 295 305 317 rVB 241094 329078 9.86% 2.132%
2 5.451 379 385 398 rBvV 731487 1017561 30.50% 6.591%
3 7.069 653 660 669 rBV 701571 1046817 31.38% 6.781%
4 7.892 793 800 807 rBV 196307 294423 8.83% 1.907%
5 9.069 993 1000 1010 rBV 412121 647888 19.42%  4.197%

6 10.704 1270 1278 1285 rBV 237979 390906 11.72%  2.532%
7 13.163 1689 1696 1703 rBV 1334534 1850896 55.48% 11.989%
8 14.533 1923 1929 1939 rVB 408595 592048 17.75%  3.835%
9 15.898 2156 2161 2166 rVB 65098 86475 2.59% 0.560%
10 16.027 2176 2183 2195 rVB 1368510 1768617 53.01% 11.456%

11 17.280 2390 2396 2402 rBV 539969 727969 21.82% 4
12 18.168 2541 2547 2557 rBV 479035 660539 19.80% 4
13 19.321 2741 2743 2751 rVB7 21830 37222 1.12% 0.241%
14 19.439 2759 2763 2775 rBV 198347 293812 8.81% 1
15 19.898 2836 2841 2849 rBV 2915532 3336125 100.00% 21.

16 21.150 3050 3054 3065 rBV 224651 357467 10.72%  2.316%
17 21.456 3101 3106 3112 rBV 748424 924139 27.70% 5.986%
18 23.839 3504 3511 3521 rVB2 557958 1075767 32.25% 6.968%

Sum of corrected areas: 15437749
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 15 Feb 2023 13:49
: CG/JU
: 01539-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21523\
BM@38746.D

: 5 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

2500000

2000000

1500000

1000000

500000

0

TIC: BM038746.D\data.ms

5.451 7.069

9.069
4.981 7.892 A 10.704

Time-->

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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BM038746.D\data.ms
19.898

13.163 16.027

17.280 18.168

0
Time--> 1

14.533
19.439
15./5\3 19.3

2.00 1250 13.00 13.50 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

2500000

2000000

1500000

1000000

500000

TIC: BM038746.D\data.ms

21.456
23.839

21.150

Time-->

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

8270-BM020123.M Thu Feb 16 14:08:37 2023 Page: 2




Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

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

BM@38746.D
: 15 Feb 2023 13:49
: CG/JU
: 01539-01
: 5 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

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

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 22.35 ng 329078 1,4-Dichlorobenzene-d4 7.892

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 43
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 305 (4.981 min): BM038746.D\data.ms (-295) (-) m/z 42.95 100.00%
3.0
5000
101.0
T
‘ 4.60 4.80 5.00 5.20 5.40
Oyl ll®82 2989 /7 s9.00  64.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U L L B
4.60 4.80 5.00 5.20 5.40
m/z 101.00 31.39%
‘L} 101.0
O\\\\‘\“\H\\"H}\\w‘\\.\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
T
4.60 4.80 5.00 5.20 5.40
m/z 58.00 16.97%
5000 101.0
70.0
150 )
O A B A RARE B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4625 Butyl aldoxime, 3-methyl-, syn- R RRREEE
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.86%
5000
86.0
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@38746.D

Acq On : 15 Feb 2023 13:49
Operator : CG/JU

Sample : 01539-01

Misc

ALS Vial : 5 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.
15.898 2.92 ng 86475  Acenaphthene-d1e 14.533
Hit# of 5 Tentative ID MW MolForm CAS# 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 Ethyl 2-benzoyl-4-cyanobutanoate 245 C14H15NO03 1000486-83-9 43
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 43
Abundance Scan 2161 (15.898 min): BM038746.D\data.ms (-2156) (- | m/z 105.00 100.00%
105.0
77.0 181.9
5000
51.0 — LS
152.0 15.50 16.00
Ot L2229 T 2070 s 76,95 72.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
77.0 182.0 N
5000 — ALV
15.50 16.00
51.0 m/z 181.95 71.02%
O ‘\\\\‘\\‘\\‘\\\H“‘\\\\‘\\\\112\6\.9\’]\-\5%\‘0‘\\\\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32009: Acetophenone, 2-chloro-
105.0
— R
770 15.50 16.00 ;
5000 m/z 51.00 21.71%
51.0
0 2?'0 1 \‘ Wl | 15\4.0
L L A mamammaas
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester —— ‘A%‘ L
105.0 15.50 16.00
m/z 180.95 11.09%
77.0
5000
51.0
152.0
)L S R N R — A
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@38746.D

Acq On : 15 Feb 2023 13:49
Operator : CG/JU

Sample : 01539-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

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

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 18.15 ng 660539  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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2547 (18.168 min): BM038746.D\data.ms (-2541) (- | m/z 73.00 100.00%
73.0
43.0
5000 129.1
171.1 ' T =
‘ M ‘ ‘ ‘ ‘ ‘ 256.1 18.00 18.50
oL— H ‘h‘\ ‘U‘H i uh‘\\ W‘H\‘m‘\ ‘\ . “\\‘ i - : L‘ m/z 60.00 79.15%
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 R T
129.0 18.00 18.50
m/z 43.05 68.30%
‘ ‘ 171.0
0 “‘ M‘H\ HH oyl “ “ “‘m B “ S
miz—-> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
—r= ==
43.0 18.00 18.50
5000 129.0 m/z 55.10 61.90%
171.0
M ‘ 214.0
0 — ““ ‘; \‘ ‘HH HH aJllh dm“\ ;\\H‘ h‘\ “ ‘n“ .- ‘ 7 “\ T
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —r =
43.0 73.0 18.00 18.50
m/z 41.05 60.50%
5000 129.0
‘ 199.0 2420
oL— ‘\‘ ‘; \‘ ‘H‘\ h“ “lm‘ “h‘\L ;‘M‘\‘ i “‘ ‘1‘61‘ ;“ ‘i N “\ — T P
m/z--> 50 100 150 200 250 18.00 18.50

8270-BM020123.M Thu Feb 16 14:08:39 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38746.D

Acq On : 15 Feb 2023 13:49
Operator : CG/JU

Sample : 01539-01

Misc

ALS Vial : 5 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.
19.439 6.36 ng 293812  Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 86
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
Abundance Scan 2763 (19.439 min): BM038746.D\data.ms (-2759) (- | m/z 73.00 100.00%
73.0
5000 129.0 AMJ\\/—A
1851 o411
—
‘ ‘ 28?.1 240, 19.50
0! WMM‘JWMN‘MN HHMJ‘M\ e m/z 43.05 80.86%
miz--> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 iggd
83.0 .
284.0 o
185.0 o410 ‘ m/z 60.00 79.86%
0 HM\”M ‘\““\ by “ T ‘\ \“ “\ T \‘\ T
miz—-> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
s
19.50
5000 129.0 m/z 57.10 63.16%
29.
199.0 2420
| m\h\\\ M\ ul ‘ || ‘ “ ! “
oL—4 el b e
miz--> 50 100 150 200 250 300
Abundance #46966: n-Decanoic acid —
73.0 19.50
m/z 55.05 62.64%
129.0
5000
AL | 2720
oLl L e —
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38746.D

Acq On : 15 Feb 2023 13:49
Operator : CG/JU

Sample : 01539-01

Misc

ALS Vial : 5 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 Nonacos-1-ene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.150 7.74 ng 357467  Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonacos-1l-ene 406 C29H58 018835-35-3 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 1-Tetracosene 336 (C24H48 010192-32-2 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3054 (21.150 min): BM038746.D\data.ms (-3050) (- | m/z 57.05 100.00%

57.0
5000 111

RS
207.0 21.00 21.50

5.1 .
ol A | ‘Uw"ﬂfm eark 2070 8250 4011 ., 83.10  92.77%

m/z--> 50 100 150 200 250 300 350 400
Abundance #306022: Nonacos-1-ene
57.0

5000 11.0 T
21.00 21.50
m/z 69.05 83.28%

O \“\ | "\ ‘\“ \‘J‘\ ‘i\ 1‘16\?.\0\ ‘ L ‘ LI ‘ L ‘ T \4\0‘?.9\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene
55.0

e T
21.00 21.50
5000 11.0 m/z 43.00 81.92%
350.0
SR LITIRCI T
m/z--> 50 100 150 200 250 300 350 400
Abundance #326113: Heptadecyl heptafluorobutyrate —T= ——
57.0 21.00 21.50

m/z 97.10  81.25%

5000
11.0
169.0 238.0
0 \‘ | | \‘h “\ \i | , | 2830 ‘

T :
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.981 22.4 ng 329078 1 7.892 294423 20.0
Benzophenone 15.898 2.9 ng 86475 3 14.533 592048 20.0
n-Hexadecanoic ... 18.168 18.1 ng 660539 4 17.280 727969 20.0
Octadecanoic acid  19.439 6.4 ng 293812 5 21.456 924139 20.0
Nonacos-1-ene 21.150 7.7 ng 357467 5 21.456 924139 20.0

Tentatively Identified Compound (LSC) summary

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21523\
BM038746.D

: 15 Feb 2023 13:49
: CG/IU
: 01539-01

: 5 Sample Multiplier: 1

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

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

| --Internal Standard---|
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