LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51623\
Data File : BG®57439.D

Acqg On : 16 May 2023 10:31
Operator : CG/JU

Sample : PB152548BL

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-BG042723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57439.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.391 309 315 324 rBV 149851 225500 10.58% 2.650%
2 5.879 391 398 408 rBvV 381301 605231 28.40% 7.111%
3 7.506 667 675 689 rBV 387192 687498 32.26% 8.078%
4 8.364 814 821 829 rBB 67650 115503 5.42% 1.357%
5 9.545 1014 1022 1033 rBV 225621 414095 19.43%  4.866%

6 11.201 1297 1304 1311 rBV 99296 173361 8.14% 2.037%
7 13.604 1706 1713 1723 rBV 740834 1144836 53.73% 13.452%
8 14.978 1940 1947 1957 rVB 189632 297729 13.97%  3.498%
9 16.459 2193 2199 2218 rBV 631708 972688 45.65% 11.429%
10 17.716 2406 2413 2421 rBV 273423 423740 19.89% 4.979%

11 20.289 2845 2851 2856 rBV 1718638 2130905 100.00% 25.038%
12 22.028 3139 3147 3157 rBV 267797 458332 21.51% 5.385%
13 23.555 3401 3407 3414 rVB3 18203 34797 1.63% 0.409%
14 24.419 3549 3554 3561 rVB4 23364 49143 2.31% 0.577%
15 25.453 3721 3730 3735 rBV3 32517 87510 4.11% 1.028%
16 25.529 3735 3743 3756 rVB2 137518 415713 19.51% 4.885%
17 26.674 3929 3938 3947 rBV4 29973 87976 4.13% 1.034%
18 28.149 4180 4189 4205 rVB5 28699 107004 5.02% 1.257%
19 29.941 4482 4494 4508 rVB6 17504 79057 3.71% 0.929%
Sum of corrected areas: 8510618
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051623\
Data File : BG®57439.D

Acqg On : 16 May 2023 10:31
Operator : CG/JU

Sample : PB152548BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057439.D\data.ms
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1000000
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400000 5.879 7.506

9.545

200000 5.301
8.364 11.201

o

Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG057439.D\data.ms

20.289
1600000

1400000

1200000

1000000
8000007 13.604
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Abundance TIC: BG057439.D\data.ms

1600000
1400000
1200000
1000000
800000
600000
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200000 25.529

23.555 24.419 25%3 26.674 28.149 29.941

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051623\
Data File : BG®57439.D

Acqg On : 16 May 2023 10:31
Operator : CG/JU

Sample : PB152548BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.391 39.05 ng 225500 1,4-Dichlorobenzene-d4 8.358

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 315 (5.391 min): BG057439.D\data.ms (-309) (-) m/z 43.10 100.00%
3.1
59.1
5000
101'2 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
U 830 ‘ 5.005.20 5.40 5.60 580
ob———— e oo m/z 59.15 64.36%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B L B
59.0 5.00 5.20 5.40 5.60 5.80
m/z 101.15 23.67%
15.0 101.0
‘ Wl | 83.0 |
O\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
REaa e a aa e o
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.15 15.14%
43.0
101.0
), me
0\HH‘\‘}‘HHHHH{H‘H“HH‘HH‘HH‘H
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R R BA
59.0 5.00 5.20 5.40 5.60 5.80
m/z 41.15 9.39%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 REaa e a aaa e o
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60 5.80
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Data Path :

Data File : BG@57439.D

Acqg On : 16 May 2023 10:31
Operator : CG/JU

Sample : PB152548BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

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

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051623\

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Concentration Rank 6

Peak Number 2 Hexacosane

R.T. EstConc Area Relative to ISTD R.T.
24.419 2.36 ng 49143  Perylene-d12 25.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Triacontane 422 C30H62 000638-68-6 86

Abundance Scan 3554 (24.419 min): BG057439.D\data.ms (-3549) (- | m/z 57.15 100.00%
57.1
5000 /\
| ‘ | H 412 2071 24.50
om‘um““_“”me“um_”wHH_W m/z 71.15 80.42%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000
2450
m/z 43.15 57.01%
oL | 14101830225 0267030803670
\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0
24.50
5000 m/z 85.15 56.49%
ol 41 i1 127.0169.0 2250  295.0337,0
b S e P
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- ‘WWM‘
57.0 24.50
m/z 55.15 24.40%
5000
ol “\\ H | 1410183.0225.0267.0300.0_ 3650
= “““‘ T T
m/z--> 50 100 150 200 250 300 350 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051623\
Data File : BG®57439.D

Acqg On : 16 May 2023 10:31
Operator : CG/JU

Sample : PB152548BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.453 4.21 ng 87510  Perylene-di12 25.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 2-Methyltetracosane 352 (C25H52 001560-78-7 91
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87

Abundance Scan 3730 (25.453 min): BG057439.D\data.ms (-3721) (- | m/z 57.15 100.00%

57.1
5000

9.2 ‘
Wl =1 o
VY N i I n/z 71.15  88.16%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 (—
2550

43.15 69.62%
L)

0 momso a2
O \‘\ ‘\“ “\‘ \‘\ “ \“\ T ‘ “‘\ “\ \‘\ ‘ \ L ‘ T \ T ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-

57.0

25.50
5000 m/z 85.15 65.37%
ol L H | 141-0183.0225.0267.0300.0 3650
““““““ b T T T
mlz--> 50 100 150 200 250 300 350
Abundance #262014: 2-Methyltetracosane e ‘ ‘
57.0 25.50
m/z 41.25 27.18%
5000 /\
41.
LU e omomsozm oo Ly
m/z--> 50 100 150 200 250 300 350 2550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051623\
Data File : BG®57439.D

Acqg On : 16 May 2023 10:31
Operator : CG/JU

Sample : PB152548BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 Octacosane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.674 4.23 ng 87976  Perylene-di12 25.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 86

Abundance Scan 3938 (26.674 min): BG057439.D\data.ms (-3929) (- | m/z 57.15 100.00%

57.1
5000

‘ h \ H 41.1 2102 2819 355.1 26 50 27 OO
oL b [y 202 B SSSL  w/z 71.10 69.29%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 T
26 50 27.00

m/z 43.15 59.96%
Il ‘

0 momso a2
O \‘\ \“ “\‘ \‘\ “ \“\ T ‘ “‘\ “\ \‘\ ‘ \ L ‘ T \ T ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-

57.0

26.50 27.00
5000 m/z 85.20 58.44%
ol L H | 141-0183.0225.0267.0300.0 3650
““““““ b T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane A T —4
57.0 26.50 27.00

m/z 55.15  29.49%

5000
0 “M JLMH M14%91830225026T03090 367.0
e o o T L e e e e

m/z--> 50 100 150 200 250 300 350 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051623\
Data File : BG®57439.D

Acqg On : 16 May 2023 10:31
Operator : CG/JU

Sample : PB152548BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 5 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

28.149 5.15 ng 107004  Perylene-di2 25.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 86
4 Hexacosane 366 C26H54 000630-01-3 83
5 Pentacosane 352 C25H52 000629-99-2 83

Abundance Scan 4189 (28.149 min): BG057439.D\data.ms (-4180) (- | m/z 57.15 100.00%
57.1

5000
‘ F” 071 28.00 28.50
Ot e e e e m/z 71.15 66.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane
57.0
5000 - ‘M‘ , L '{M\M‘M
28.00 28.50
m/z 43.15 58.19%
7.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
28.00 28.50
5000 ITI/Z 85.15 54.32%
0 /] 1 || }27:0197.0 267.0337.0407.0 491.0562.0
P e S T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #188718: Sulfurous acid, butyl undecyl ester b —
57.0 28.00 28.50
m/z 55.15 29.07%
5000
155.0
OMJJ““‘,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 28.00 28.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051623\
Data File : BG@57439.D

Acqg On : 16 May 2023 10:31

Operator : CG/JU

Sample : PB152548BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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 6 Heptacosane, 1-chloro-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD
29.941 3.80 ng 79057  Perylene-di12
Hit# of 5 Tentative ID MW MolForm

1 Heptacosane, 1-chloro- 414 C27H55C1

2 Hexacosane 366 C26H54
3 Octacosane 394 C28H58
4 Tritetracontane 605 C43H88

5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S

062016-79-9 83
000630-01-3 80
000630-02-4 80
007098-21-7 78
1000309-17-9 78

Abundance Scan 4494 (29.941 min): BG057439.D\data.ms (-4482) (-
57.1
5000
13.1
" ‘ || 1553 2071 2669
ol L
miz--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro-
57.0
5000
O \‘ \L\ ‘H H T 183 0 231 0 287 0 343 0 414(
\\\’ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\

m/z--> 50 100 150 200 250 300 350 400

Abundance #275537: Hexacosane
57.0
5000
0 ‘ w“\ uh\ \h\ h‘ \\ | 156\9(‘) 225.0 295.0 367.0
g R R I e e R AN

m/z--> 50 100 150 200 250 300 350 400

Abundance #298426: Octacosane
57.0
5000
0 \‘ \‘\ uh\ \h\ h u | \ \ i \2250 281.0 337.0 394.0
e “\“‘\““\“‘w““\““w“‘r“‘
m/z--> 50 100 150 200 250 300 350 400

m/z 57.10 100.00%
30.00

m/z 71.15  71.27%

I /A\A
30.00

m/z 85.15 54.92%

n /\ T T A
30.00

m/z 43.15 41.13%
30.00

m/z 55.15  22.50%

30.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51623\
Data File : BG®57439.D

Acqg On : 16 May 2023 10:31
Operator : CG/JU

Sample : PB152548BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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-... 5.391 39.0 ng 225500 1 8.358 115503 20.0
Hexacosane 24.419 2.4 ng 49143 6 25.535 415713 20.0
Eicosane 25.453 4.2 ng 87510 6 25.535 415713 20.0
Octacosane, 2-m... 26.674 4.2 ng 87976 6 25.535 415713 20.0
Heneicosane 28.149 5.2 ng 107004 6 25.535 415713 20.0
Heptacosane, 1-... 29.941 3.8 ng 79057 6 25.535 415713 20.0
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