LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51523\
Data File : BG®57433.D

Acqg On : 15 May 2023 12:38
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: BGO57433.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.391 308 315 325 rVB 145786 217552 10.43% 2.669%
2 5.879 391 398 408 rBvV 359398 582543 27.92% 7.148%
3 7.506 667 675 686 rBV 375332 654714 31.38%  8.033%
4 8.363 814 821 828 rBB 67573 111362 5.34% 1.366%
5 9.538 1014 1021 1031 rBV 214144 394182 18.89% 4.836%

6 11.201 1295 1304 1312 rBB 94316 166251 7.97%  2.040%
7 13.603 1706 1713 1723 rBV 732998 1086943 52.09% 13.336%
8 14.978 1941 1947 1953 rBV 186303 283519 13.59%  3.479%
9 16.458 2193 2199 2212 rBV 578841 921352 44.16% 11.305%
10 17.715 2407 2413 2421 rBV 272591 405515 19.43% 4.975%

11 20.288 2845 2851 2861 rVB 1651909 2086574 100.00% 25.601%
12 22.027 3140 3147 3156 rVB2 254054 439891 21.08% 5.397%
13 23.549 3402 3406 3414 rVB2 16128 31707 1.52% 0.389%
14 24.418 3547 3554 3563 rBV4 23514 54147 2.60% 0.664%
15 25.452 3722 3730 3735 rBV3 27385 70651 3.39% 0.867%
16 25.534 3735 3744 3759 rVB2 140711 413885 19.84% 5.078%
17 26.680 3929 3939 3949 rVB4 25707 83805 4.02% 1.028%
18 28.154 4180 4190 4201 rVB3 22739 80680 3.87% 0.990%
19 29.934 4481 4493 4504 rBV8 14159 64989 3.11% 0.797%
Sum of corrected areas: 8150262
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51523\
Data File : BG®57433.D

Acqg On : 15 May 2023 12:38
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: BG057433.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

400000 5.879 7.506

9.538

200000

o

Time--> 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG057433.D\data.ms
1600000 20.p88

1400000
1200000
1000000
8000007 13.603
600000 16.458

400000
17.715 22.027

200000 14.978

0 e e e e e S e e e e

Time--> 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 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG057433.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000
200000 25.534

23.549 24.418 zs.ﬁz 26.680 28.154 29.934

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\BG@51523\
Data File : BG®57433.D

Acqg On : 15 May 2023 12:38
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 39.07 ng 217552 1,4-Dichlorobenzene-d4 8.363

Hit# of 5 Tentative ID MW MolForm CASH# 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 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 315 (5.391 min): BG057433.D\data.ms (-308) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.2 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ 83.2 5.00 5.20 5.40 5.60 5.80
ol PR m/z 59.15  67.54%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L R B
59.0 5.00 5.20 5.40 5.60 5.80
m/z 101.15 25.96%
0 27\\\ Ll | 830 10‘10
\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R R RREE
5.00 5.20 5.40 5.60 5.80
5000 2410 m/z 58.15 15.35%
126.0
ol L 1250320
m/iz--> 20 40 60 80 100 120 140
Abundance #4153: 1-Propen-2-ol, acetate R A RAR R
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.15 9.70%
5000
58.0
15.0 100.0
[y — i \““1 e ‘HHWHWHWH,\N
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51523\
Data File : BG®57433.D

Acqg On : 15 May 2023 12:38
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 2 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.418 2.62 ng 54147  Perylene-d12 25.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Pentacosane 352 (C25H52 000629-99-2 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 3554 (24.418 min): BG057433.D\data.ms (-3547) (- | m/z 57.10 100.00%
57.1
5000
13.1
| H | 1833 2671 24.50
ol L m/z 71.15 73.95%
miz--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 A TR i VR
24.50
m/z 43.10 65.30%
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
24.50
5000 m/z 85.25 52.78%
0 uh\ ‘h ]\1 J\ .h‘ \ ]:6\9 \0 s 2\2'\5 p Ly 3090 365.0 437.1
R A e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane B ' VI
57.0 24.50
m/z 55.15 28.99%
5000
0 | H\ lh I n‘ “‘ | \6\99 225 0 281.0 337.0 42?'0
A e
m/z--> 50 100 150 200 250 300 350 400 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51523\
Data File : BG®57433.D

Acqg On : 15 May 2023 12:38
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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.452 3.41 ng 70651  Perylene-di12 25.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 3730 (25.452 min): BG057433.D\data.ms (-3722) (- | m/z 57.15 100.00%
57.1
5000
25.50
ol } ““ ““h u“‘MH‘ | opRI9r2 aeee m/z 71.10 70.17%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000
25.50
m/z 43.10 57.05%
ol d L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
25.50
5000 m/z 85.10 55.81%
oLl L‘ 114101830 2370281 03230
e S S
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- . : 4
57.0 25.50
m/z 41.15 22.47%
5000
9.0
1.
oLl Ll 110 0as026703000 350 i
m/z--> 50 100 150 200 250 300 350 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51523\
Data File : BGO57433.D

Acqg On : 15 May 2023 12:38

Operator : CG/JU

Sample : PB152548BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
: 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 Nonadecane, 9-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
26.680 4.05 ng 83805  Perylene-di12 25.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Docosane, 11-decyl- 451 C32H66 055401-55-3 86

Abundance Scan 3939 (26.680 min): BG057433.D\data.ms (-3929) (- | m/z 57.10 100.00%
57.1
5000
92 1mo 2072 282.9 26.50 27.00
LA | 9 355 ;
R e NN M m/z 71.15 80.76%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 M ‘M ‘A ‘A‘ ‘A . A‘ .
26.50 27.00
99.0 m/z 43.15 71.29%
L1 140 1820 2250 2020
O\‘\‘\“\“\‘\H\“\H\‘\}““\“\\‘\“\‘\\\‘\\\‘\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #176396: Nonadecane, 9-methyl-
57.0
26.50 27.00
5000 m/z 85.15 55.22%
99.0 140.0
ob b llili | smozamozero
m/z--> 50 100 150 200 250 300 350
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- L A
43.0 26.50 27.00
m/z 55.15 25.51%
5000 85.0
oL L1770 1600 2250 2950 3370
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\BG@51523\
Data File : BG®57433.D

Acqg On : 15 May 2023 12:38
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 3
R.T. EstConc Area Relative to ISTD R.T.
28.154 3.90 ng 80680  Perylene-di12 25.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heneicosane 296 C21H44 000629-94-7 72
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 72
4 Hexacosane 366 C26H54 000630-01-3 72
5 Heptadecane 240 C17H36 000629-78-7 64

Abundance Scan 4190 (28.154 min): BG057433.D\data.ms (-4180) (- | m/z 57.15 100.00%

57.1
5000

‘ h ‘ ‘ ][ 207.2 282.1 28.00 28.50
[ M‘_“H“mH“mwMu_m_m m/z 71.15  69.32%
miz--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0
5000 e M‘ S A‘MWM
28.00 28.50

m/z 43.15 58.74%

o LI P 191018302050 2820
LI ‘ \\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane

57.0

28.00 28.50
5000 m/z 85.15 56.96%
‘ 9.0
41.0
50|11 030250 2060
m/z--> 0 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- ‘h‘MMM
57.0 2800 28.50

m/z 83.15 27.76%

5000 /Mv
ol ‘\\ “\\ H | 141:0183.0226.0267.0300.0_ 3850 f

m/z--> 50 100 150 200 250 300 350 2800 28.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51523\
Data File : BG®57433.D

Acqg On : 15 May 2023 12:38
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 6 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
29.934 3.14 ng 64989  Perylene-di12 25.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 80
2 Hexatriacontane 507 C36H74 000630-06-8 72
3 Hexacosane 366 C26H54 000630-01-3 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 Hentriacontane 437 C31He64 000630-04-6 72

Abundance Scan 4493 (29.934 min): BG057433.D\data.ms (-4481) (- | m/z 57.15 100.00%
57.1

5000
‘ {‘1272 22112831 354.9 30.00
0 w“w_”“”“ S "‘H"w“w‘w_”w m/z 71.15  80.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane
57.0
5000 \mA T \”\”A\ ‘A\ {\\A\
30.00
m/z 43.15 53.89%
13.0
0 T \“‘\ ‘\ ‘ \J\‘ \“‘\1‘“ fd\“‘\ {‘]‘-‘9?\.‘0\‘2\2\5\).2 TTTT ‘ \3\3\,§;(\)\ TT ‘ TTTT ‘ TTTT ‘ TT
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0
30.00
5000 ITI/Z 85.15 52.38%
13.0
0 \} ”‘w” l}§9922502810337039304490506(
A e A e e T e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane L —
57.0 30.00
m/z 69.15 31.08%
5000
113.0
0 “ |H ” Jl A ‘\1\6902250 295.0 367.0
A e A e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 30.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51523\
Data File : BG®57433.D

Acqg On : 15 May 2023 12:38
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 39.1 ng 217552 1 8.363 111362 20.0
Eicosane 24.418 2.6 ng 54147 6 25.534 413885 20.0
Octacosane 25.452 3.4 ng 70651 6 25.534 413885 20.0
Nonadecane, 9-m... 26.680 4.0 ng 83805 6 25.534 413885 20.0
Heneicosane 28.154 3.9 ng 80680 6 25.534 413885 20.0
Tetracosane 29.934 3.1 ng 64989 6 25.534 413885 20.0
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