LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41223.D

Acqg On : 01 Aug 2023 14:03
Operator : MA/JU

Sample : 03797-01

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-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41223.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.910 286 293 299 rBV 220371 308066 6.97% 1.012%
2 5.369 365 371 389 rBV 1652942 2418327 54.72% 7.942%
3 6.981 638 645 658 rBV 1594211 2470783 55.91% 8.114%
4 7.798 778 784 792 rBV 642079 981683 22.21%  3.224%
5 8.975 977 984 998 rVB 1014434 1632128 36.93% 5.360%
6 10.604 1254 1261 1269 rBV 787316 1272361 28.79% 4.179%
7 13.080 1675 1682 1692 rBV 2275627 3260044 73.77% 10.706%
8 14.186 1866 1870 1876 rVB 35811 52687 1.19% 0.173%
9 14.463 1910 1917 1924 rBV 1101619 1589502 35.97% 5.220%
10 15.963 2166 2172 2180 rBV 1863924 2582738 58.44% 8.482%
11 17.221 2380 2386 2391 rBV 1377538 1885050 42.66% 6.191%
12 17.263 2391 2393 2399 rVB 158692 200175 4.53% 0.657%
13 17.357 2404 2409 2414 rW 64485 97190 2.20% 0.319%
14 18.121 2533 2539 2549 rBV2 539895 966831 21.88% 3.175%
15 18.298 2565 2569 2573 rBV3 51547 87283 1.98% 0.287%

16 19.292 2733 2738 2745 rBV 408227 532739 12.05%
17 19.409 2754 2758 2763 rBV 220143 347102  7.85%
18 19.627 2792 2795 2796 rBV3 52527 61974  1.40%
19 19.656 2796 2800 2808 rVB 362098 509242 11.52%
20 19.862 2830 2835 2840 rBV 3521359 4419260 100.00% 14.513%

RO R R
N
()
2
R

21 21.133 3048 3051 3059 rVB3 392429 519346 11.75% 1.706%
22 21.427 3096 3101 3105 rBV 1721798 2249827 50.91%
23 23.797 3499 3504 3512 rVB 1096621 2005153 45.37%  6.585%

~N
w
(0]
o]
R

Sum of corrected areas: 30449491
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\

BM041223.D
: 01 Aug 2023 14:03
: MA/JU
: 03797-01
: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM041223.D\data.ms

5.369 6.981

8.975

10.604
7.798

4.910

Time-->

350 4.00 450 5.00

550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM041223.D\data.ms

19.862

13.080

15.963

17.221
14.463

18.121 19.2929.656

s

1
14.186 A7 8.298

0
Time-->

12.00 12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM041223.D\data.ms

21.427

23.797

21.133

.

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\

BM041223.D
: 01 Aug 2023 14:03
: MA/JU
: 03797-01
: 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2
R.T. EstConc Area Relative to ISTD R.T.
4.910 6.28 ng 308066 1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
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 293 (4.910 min): BM041223.D\data.ms (-286) (-) m/z 43.00 100.00%
3.0
5000
101.0 P T T
‘ 4.60 4.80 5.00 5.20
o870 2088 sz 59.00  62.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R R R B I R |
4.60 4.80 5.00 5.20
m/z 101.00 22.92%
101.0
0\\\\‘\m‘\\“Hi\\}‘\\\\“1\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime
43.0
G
4.60 4.80 5.00 5.20
5000 ITI/Z 58.00 14.22%
101.0
150 | 169.0
SRR 22
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9492: 2-Hexanol, 2-methyl-  AARRERNERERS
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.48%
5000
31.0‘“ 101.0
o‘Hu_W"Hm‘!“mwhm_m_m_m_m‘mwm SN ——
m/z--> 20 40 60 80 100 120 140 160 180 200 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@80123\
Data File : BM@41223.D

Acqg On : 01 Aug 2023 14:03
Operator : MA/JU

Sample : 03797-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.121 10.26 ng 966831  Phenanthrene-d1e 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2539 (18.121 min): BM041223.D\data.ms (-2533) (- | m/z 73.00 100.00%
43.0
5000
129.0
213.1 = —
‘ H‘ ‘ 171.1 ‘ 256.1 18.00 18.50
ob— ““““‘m Al ol At m/z 60.00  80.67%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
430 730 256.0
5000 —— ——
129.0 18.00 18.50
213.0 m/z 43.00 75.06%
H ‘ 171.0 ‘
ol bl o L b 1
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
—
43.0 18.00 18.50
5000 m/z 57.00 61.64%
129.0
185.0 228.0
o) “‘ s u‘ LW ‘um ‘\‘H‘L {M‘\‘H} A L ul “\‘ e
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid = —
43.0 73.0 18.00 18.50
m/z 55.00 61.02%
5000 129.0
‘ 199.0 2420
oL “\‘ W‘H‘H “HM\‘\‘ \\huw M\‘u} “‘ ‘l‘eﬂ‘q“ ‘i . “\‘ — - —r
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\BM@80123\
Data File : BM@41223.D

Acqg On : 01 Aug 2023 14:03
Operator : MA/JU

Sample : 03797-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.409 3.09 ng 347102  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 59
Abundance Scan 2758 (19.409 min): BM041223.D\data.ms (-2754) (- | m/z 73.00 100.00%
73.0
185.1 241.1 —
19.50
0’ g ] ‘ b ‘ 2801 3411 420 .. 43.00  78.09%
miz--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
500078.¢ 284.0 UL
185.0 19.50
‘ L m/z 60.08 77.63%
O ‘“M‘ “’\‘ “ " ‘ “ 2‘2‘9‘ T “‘ R
m/z--> 50 100 150 200 250 300 350 400
Abundance #126202: Pentadecanoic acid
43.0
—
19.50
5000 m/z 57.00 69.82%
129.0 242.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid —
73.0 19.50
m/z 55.00 63.83%
5000
129.0
29. 228.0
o b ,J@JLO ‘\‘ S —
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41223.D

Acqg On : 01 Aug 2023 14:03
Operator : MA/JU

Sample : 03797-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.133 4.62 ng 519346  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
3 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 91
4 1-Tetracosene 336 (C24H48 010192-32-2 91
5 Pentacos-1-ene 350 C25H50 016980-85-1 91

Abundance Scan 3051 (21.133 min): BM041223.D\data.ms (-3048) (- | m/z 57.00 100.00%

57.0
5000

125.1 . —

|, 209.0 2810 366.1426.1 4903549 2100 2150
O M"H4HMW‘H“H‘_‘H“H‘M‘H“H‘M‘H“H‘M m/z 83.10 96.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol Abwfm#wwwﬂA¥WMM~/vab
83.0
5000 T —

m/z 43.00 93.02%

100 111 L‘P?P 222.0280.0
‘\\1\1 \[1\\1[\\f\‘\\\1[\\T\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0

T
21.00 21.50
5000 m/z 55.00 89.46%

125.0
} ‘H 196.0 294.0
O‘H‘, “mw'fq‘u‘_‘H,H‘W‘H‘“‘H,H‘W‘H‘“
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550

Abundance  #269867: 2- Chloropropionic acid, octadecyl ester —— ——
57.0 21.00 21.50

m/z 69.00 84.92%

‘ 21.00 21.50

o

5000

o_“\“‘,u — —
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80123\
Data File : BM@41223.D

Acqg On : 01 Aug 2023 14:03
Operator : MA/JU

Sample : 03797-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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-... 4.910 6.3 ng 308066 1 7.798 981683 20.0
n-Hexadecanoic ... 18.121 10.3 ng 966831 4 17.221 1885050 20.0
Octadecanoic acid  19.409 3.1 ng 347102 5 21.427 2249830 20.0
Behenic alcohol 21.133 4.6 ng 519346 5 21.427 2249830 20.0
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