LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110822\
Data File : BM@37422.D

Acqg On : 08 Nov 2022 10:59
Operator : CG/JU

Sample : PB148803BL

Misc :

ALS vial : 3  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-BM102822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@37422.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.928 308 313 325 rVB 567183 830596 4.15% 1.012%
2 5.392 386 392 405 rBV 4896104 7289906 36.46% 8.880%
3 6.998 658 665 682 rBV 5184567 7909883 39.56% 9.636%
4 7.822 798 805 817 rBV 955438 1473291 7.37% 1.795%
5 8.992 995 1004 1018 rBV 2959522 4737485 23.69% 5.771%

6 10.621 1271 1281 1295 rBV 1272000 2130779 10.66% 2.596%
7 13.086 1693 1700 1714 rBV 8208086 11609363 58.06% 14.142%
8 14.462 1926 1934 1950 rBV 2030036 2953335 14.77%  3.598%
9 15.950 2180 2187 2202 rBV 7381025 9650222 48.26% 11.756%
10 17.203 2394 2400 2412 rBV 2662967 3540966 17.71% 4.314%

11 19.827 2840 2846 2851 rBV 18120719 19994499 100.00% 24.357%
12 21.379 3104 3110 3119 rBV 3333360 4246190 21.24% 5.173%
13 22.985 3380 3383 3389 rVB 219750 298448 1.49% 0.364%
14 23.585 3481 3485 3492 rVB 352538 567284 2.84% 0.691%
15 23.709 3500 3506 3517 rVB2 2182440 4210486 21.06% 5.129%

16 24.279 3599 3603 3611 rVB 352445 647138 3.24% ©.788%

Sum of corrected areas: 82089871
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 08 Nov 2022 10:59
: CG/JU
: PB148803BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110822\
BM@37422.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM037422.D\data.ms
1.5e+07
1le+07
6.998
5000000 5.392
8.992
10.621
4.928 7.822
0 \\\‘\\\\‘\\\\‘\\\\l\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM037422.D\data.ms
19.827
1.5e+07
1le+07
13.086
15.950
5000000
17.203
14.462
O T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T e T T
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM037422.D\data.ms
1.5e+07
1le+07
5000000
21.379
23.709
22.985 235%% 24.279
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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-BM102822.M Wed Nov 09 12:04:43 2022 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110822\
Data File : BM@37422.D

Acq On : 08 Nov 2022 10:59
Operator : CG/JU

Sample : PB148803BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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.
4.928 11.28 ng 830596 1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 313 (4.928 min): BM037422.D\data.ms (-308) (-) m/z 43.00 100.00%
5000
1010 T T T T[T T[T o]
‘ ‘ 4.60 4.80 5.00 5.20
ol o ) 1470 2089 2669 n/; s9.e5  52.77%
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L R RN R
4.60 4.80 5.00 5.20
101.0 m/z 101.00 18.37%
O T T H\‘ ‘\h ‘ \ T \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
 RmEE s ARRES

4.60 4.80 5.00 5.20
5000 m/z 58.05 14.45%

L 1o

0 e o
m/z--> 50 100 150 200 250
Abundance : i i

#4528: 2,3-Butanedione, monooxime R AEARREERERS
43.0 4.60 4.80 5.00 5.20

m/z 41.05 8.62%

5000
101.0
01‘3\' m M‘\ l ‘

m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20

10
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110822\
Data File : BM@37422.D

Acq On : 08 Nov 2022 10:59
Operator : CG/JU

Sample : PB148803BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 Tetratetracontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.585 2.69 ng 567284  Perylene-di12 23.709
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetratetracontane 619 C44H909 007098-22-8 87
2 Hexatriacontane 507 C36H74 000630-06-8 87
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tridecane, 6-propyl- 226 CléH34 055045-10-8 83

Abundance Scan 3485 (23.585 min): BM037422.D\data.ms (-3481) (- | m/z 57.10 100.00%

57.1
5000
=

23.50
7.1 281.0
0 ‘Hm,‘J‘J‘Etfwl‘%??r?_m_HW“4‘1‘57‘2“4‘99"1‘“_””‘ m/z 71.85 66.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 T

23 50

43.05 64.39%

| HH?R;9702670337 0407.0 491.0562.0
‘HH’HH‘HH‘\H! WHT[HT\‘W\HWHH HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #339055:; Hexatriacontane
57.0

o

23 50
5000 m/z 85.10 48.46%
oh ] || 127-0197.0 281.0351.0421.0 506.0
et e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #345481: Dotriacontane, 1-iodo- P ‘
57.0 23.50

55.00  26.17%

5000
7.0
| JJHJ%?‘?‘026703370 449.0

(SR SR Y W lilobr St L BN B
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110822\
Data File : BM@37422.D

Acq On : 08 Nov 2022 10:59
Operator : CG/JU

Sample : PB148803BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 Eicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.279 3.07 ng 647138  Perylene-di12 23.709
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 97
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 87
5 Octacosane 394 (C28H58 000630-02-4 87
Abundance Scan 3603 (24.279 min): BM037422.D\data.ms (-3599) (- | m/z 57.10 100.00%
57.1
5000 /\\
|13 2070 2810 4o, 24.00 24, 50
bbb b T007 859.1416.1477.1535. /7 71010 67.30%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176386: Eicosane
57.0
5000
24 00 24 50
m/z 43.05 %
0 J ‘ | 1130160.0225.0282.0
\\\\’\1!!‘1\\1’\1\\‘\\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl-
57.0
24 00 24 50
5000 m/z 85.10 47 .59%
LT 169022502810 3650
o N B R e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane =T ==
57.0 24.00 24. 50
m/z 55.05 4%
) MWNMAWNMMJ\MMWWVwrWM
113.0
oL ‘ | /], 169.02250 2950 367.0
o A R
m/z--> 50 100 150 200 250 300 350 400 450 500 24 00 24 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110822\
Data File : BM@37422.D

Acqg On : 08 Nov 2022 10:59
Operator : CG/JU

Sample : PB148803BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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-... 4.928 11.3 ng 830596 1 7.822 1473290 20.0
Tetratetracontane 23.585 2.7 ng 567284 6 23.709 4210490 20.0
Eicosane 24.279 3.1 ng 647138 6 23.709 4210490 20.0
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