LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe40723\
Data File : BG®57023.D

Acqg On 7 Apr 2023 12:31
Operator : CG/JU

Sample : PB151961BL

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_ G\Methods\8270-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57023.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.429 315 322 329 rBV 139104 207325 13.47%  3.210%
2 5.917 398 405 414 rBB 340971 550795 35.80% 8.528%
3 7.538 673 681 693 rBB 347396 600379 39.02%  9.295%
4 8.408 823 829 837 rBB 55494 94436  6.14% 1.462%
5 9.583 1020 1029 1037 rBB 205156 351034 22.81% 5.435%

6 11.251 1306 1313 1321 rBB 77767 134512 8.74%  2.083%
7 13.648 1714 1721 1729 rBB 579960 911708 59.25% 14.116%
8 15.022 1949 1955 1962 rVB 141842 214439 13.94%  3.320%
9 16.503 2201 2207 2223 rVB 496614 748655 48.66% 11.591%
10 17.766 2415 2422 2428 rBV 188545 288047 18.72%  4.460%

11 20.333 2853 2859 2864 rBV 1210963 1538651 100.00% 23.822%
12 22.083 3150 3157 3165 rVB 170190 291120 18.92% 4.507%
13 23.652 3419 3424 3431 rVB7 11013 19922 1.29% 0.308%
14 24.539 3569 3575 3584 rVB5 16940 40089 2.61% 0.621%
15 25.631 3746 3761 3771 rVB2 87394 319461 20.76% 4.946%
16 26.847 3959 3968 3976 rVB6 19373 58568 3.81% 0.907%
17 28.351 4216 4224 4236 rVB5 19787 68969 4.48% 1.068%
18 30.166 4526 4533 4534 rBVe6 11742 20779 1.35% 0.322%
Sum of corrected areas: 6458889
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40723\
Data File : BG®57023.D

Acqg On : 7 Apr 2023 12:31
Operator : CG/JU

Sample : PB151961BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057023.D\data.ms
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Abundance TIC: BG057023.D\data.ms
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Abundance TIC: BG057023.D\data.ms
1200000

1000000
800000
600000
400000

200000
25.631
23.652 24.539 /\ 26.847 28.351 30.166

0\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\|\\\\\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

BGO57023.D
7 Apr 2023 12:31
: CG/JU
: PB151961BL
: 3  Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040723\

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1

R.T. EstConc Area Relative to ISTD R.T.
5.429 43.91 ng 207325 1,4-Dichlorobenzene-d4 8.408
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 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 12
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 322 (5.429 min): BG057023.D\data.ms (-315) (-) m/z 43.15 100.00%
43.1
59.3
5000
101.2 Ramm ma
N ‘ 83.2 5.20 5.40 5.60 5.80 .
\H’HH‘HH‘HH‘H‘H‘H‘\‘\“HH‘HH‘\‘H\’HH“HH‘\ m/Z 59.25 67.46%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 T T T T T T
5.20 5.40 5.60 5.80
101.0 m/z 101.15 22.32%
3?0 N ‘ 83.0 ‘
\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
AR RREEE R
5.20 5.40 5.60 5.80
5000 m/z 58.15 16.01%
101.0
150 310 | %80 554 g0
R aa e A RRRARRREA T PR S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn- A REEEE R
59.0 5.20 5.40 5.60 5.80
m/z 41.25 9.56%
41.0
5000
86.0
Lol 720 1010
R R e REREA A S R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40723\
Data File : BG®57023.D

Acqg On : 7 Apr 2023 12:31
Operator : CG/JU

Sample : PB151961BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.539 2.51 ng 40089  Perylene-d12 25.631
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 58
2 Nonadecane 268 C19H40 000629-92-5 58
3 Octadecane 254 C18H38 000593-45-3 52
4 Tricosane 324 (C23H48 000638-67-5 52
5 Heptadecane 240 C17H36 000629-78-7 52

Abundance Scan 3575 (24.539 min): BG057023.D\data.ms (-3569) (+ | m/z 57.25 100.00%

57.3
5000
—

I
“‘992 2002 253 341. 24.50
““M”“ﬂ | MM e L wjz 7115 78.59%
miz—-> 50 150 200 250 300

Abundance #176385: Eicosane
57.0

5000 L At

9.0
b W\dﬂ 141.0 1830 2250 2820
\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300
Abundance #158598: Nonadecane
57.0
\

T
24.50

5000 ITI/Z 85.20 51.81%
L o aese  mmo
m/z--> 50 100 150 200 250 300
Abundance #141058: Octadecane
57.0 24.50

m/z 55.20 34.06%

5000

3

99.0
\‘ ‘ \ \‘ A H‘ J \\ d 10 183.0 254.0

—
m/z--> 100 150 200 250 300 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40723\
Data File : BG®57023.D

Acqg On : 7 Apr 2023 12:31
Operator : CG/JU

Sample : PB151961BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.847 3.67 ng 58568 Perylene-d12 25.631
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 80
3 Heptadecane 240 C17H36 000629-78-7 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 3968 (26.847 min): BG057023.D\data.ms (-3959) (+ | m/z 57.25 100.00%
57.3

5000

=

o RAE
1272 2650  27.00
AWy kL e m/z 43.20 61.00%

miz--> 0 100 200 300 400 500 600 700 800
Abundance #141058: Octadecane
57.0
5000 — e
26.50 27.00
m/z 71.20 61.00%
ijse0 2520
Ly
\\\T"\T\F‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #350465: Tetrapentacontane, 1,54-dibromo-
57.0
26.50 27.00
5000 m/z 85.20 48.89%

1950 253.0 351.0443.0 541.0 670.0  835.
e :

\\\\‘\\ "\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 0 100 200 300 400 500 600 700 800

-

Abundance #123959: Heptadecane
57.0 26.50 27.00
m/z 55.25  28.09%
- WWWAWMW
| lh, .. 2400
R B e B e e — ——
m/z--> 0 100 200 300 400 500 600 700 800 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40723\
Data File : BG®57023.D

Acqg On : 7 Apr 2023 12:31
Operator : CG/JU

Sample : PB151961BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
28.351 4.32 ng 68969  Perylene-di2 25.631
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 Heneicosane 296 C21H44 000629-94-7 53
3 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 52
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 50
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 50
Abundance Scan 4224 (28.351 min): BG057023.D\data.ms (-4216) (- | m/z 57.25 100.00%
57.3
o NWMWMNWMJ/\MWNNVMWwV
99.3 — —
‘ “‘u ‘ 03 20032381 282 1 28.00 28.50
{—— \H‘ \H\‘ \‘\H T ‘\H\‘\ I “\‘ T \ “ T \h\ T m/Z 71.20 71.4700
m/z--> 50 150 200 250
Abundance #176384.Emosane
57.0
5000 — ; ‘“?“Mﬂwf
28.00 28.50
99.0 m/z 85.25 61.62%
1410
2e0) || 1)) 1419 180 zas0 2820
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
28.00 28.50
5000 m/z 43.25 55.78%
99.0
26&0“‘ LU [410 1830 2250 296
el e
m/z--> 50 100 150 200 250
Abundance #59059: Undecane, 2,9-dimethyl- — —
57.0 28.00 28.50
m/z 55.25 24.00%
|20
‘JH‘wm‘_uwp‘””_”‘_”‘ — —
m/z--> 100 150 200 250 28.00 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe40723\
Data File : BG®57023.D

Acqg On : 7 Apr 2023 12:31
Operator : CG/JU

Sample : PB151961BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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-... 5.429 43.9 ng 207325 1 8.408 94436 20.0
Eicosane 24.539 2.5 ng 40089 6 25.631 319461 20.0
Octadecane 26.847 3.7 ng 58568 6 25.631 319461 20.0
Heneicosane 28.351 4.3 ng 68969 6 25.631 319461 20.0
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