LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136968.D

Acqg On : 05 Jan 2024 10:47
Operator : CG\JU

Sample : PB158239BL

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_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136968.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 16 rVB 28830 39436 1.12% 0.191%
2 5.069 502 507 519 rVB 48500 86588 2.47% 0.420%
3 5.445 566 571 574 rBV 2701454 2759314 78.71% 13.385%
4 6.445 735 741 744 rBV 2418479 2745684 78.32% 13.319%
5 6.781 795 798 802 rBV 570184 513618 14.65% 2.491%

6 7.351 889 895 898 rBV 1654469 1876992 53.54% 9.105%
7 8.057 1011 1015 1019 rBV 716957 684421 19.52%  3.320%
8 9.145 1193 1200 1202 rBV 3274780 3505678 100.00% 17.005%
9 9.816 1309 1314 1318 rBV 892854 771064 21.99%  3.740%
10 10.616 1445 1450 1454 rBV 1811487 1976267 56.37% 9.586%

11 11.310 1564 1568 1572 rBV 902572 818603 23.35% 3.971%
12 12.915 1835 1841 1844 rBV 3326424 3441035 98.16% 16.692%

13 13.968 2016 2020 2032 rVB 583845 558194 15.92% 2.708%
14 14.745 2148 2152 2156 rVB3 32799 38296 1.09% 0.186%
15 15.086 2207 2210 2217 rVB 37133 45149 1.29% 0.219%
16 15.456 2268 2273 2283 rVB 326200 514785 14.68% 2.497%
17 15.927 2348 2353 2359 rVB 39965 60883 1.74% 0.295%
18 16.445 2437 2441 2448 rVB2 38289 66488 1.90% 0.323%
19 17.068 2542 2547 2553 rVB3 27443 53506 1.53% 0.260%
20 17.798 2664 2671 2680 rVB6 21407 59491 1.70% 0.289%
Sum of corrected areas: 20615492
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 05 Jan 2024 10:47
¢ CG\JU
: PB158239BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
BF136968.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136968.D

Acqg On : 05 Jan 2024 10:47
Operator : CG\JU

Sample : PB158239BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown5.069 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.069 3.37 ng 86588 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 27
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 507 (5.069 min): BF136968.D\data.ms (-502) (-) m/z 43.00 100.00%
3.0
59.1
5000
1010 \H‘HH‘HH‘HH”J\\‘\“H
4.80 5.00 5.20 5.40

‘ ‘ 83.0 .
ottt m/z 59.10  55.24%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 590 \\\‘\\\\‘\\\\‘\\\\’/\\\\\
4.80 5.00 5.20 5.40
101.0 m/z 101.00 18.12%
31\'0 L | 83.0 |
0\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e EAREEEES R
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.35%
20.0 101.0
o 20 Ll 730 850
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexanol ““H“‘f\““u,“‘
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.04%
5000 31.0 43.0 73.0
oM,WW\‘:“W“wwu1‘!‘””‘:;“‘3‘5"9,”‘1‘0‘1"9“‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136968.D

Acqg On : 05 Jan 2024 10:47
Operator : CG\JU

Sample : PB158239BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.927 2.37 ng 60883  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Pentacosane 352 (C25H52 000629-99-2 87
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 2353 (15.927 min): BF136968.D\data.ms (-2348) (- m/z 57.05 100.00%

57.0
5000

169.2 16.00
[o L mm— \‘\‘\ H \Hh H\\ u‘ H\‘H m\“ uu u\u ‘HHI ‘\\‘Z\%Zn‘l‘ ‘\2?\9 \‘1\‘ R :‘54‘4‘ % ; ITI/Z 71.10 65. 23"0
m/z--> 50 100 150 200 250 300 350
Abundance #107217: Hexadecane
57.0
5000 L
16.00

m/z 43.10 59.37%

9.0
O L M “‘ “‘ L ““ \“ \]‘-\4\1‘0\ J\-8\3\CJ‘ \22\6\ 9 ‘ T 1T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane

57.0

16.00
5000 m/z 85.05 50.16%
9.0
olso || |1 10102250 2060
mlz--> 0 100 150 200 250 300 350
Abundance #275537: Hexacosane —
57.0 16.00

m/z 41.00  29.70%

- W

0 \L 7l M | 1410183.0225.0 267.0309.0 367
bbb g e R85 2250 267.0 309.0 367 -

m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136968.D

Acqg On : 05 Jan 2024 10:47
Operator : CG\JU

Sample : PB158239BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2
R.T. EstConc Area Relative to ISTD R.T.
16.445 2.58 ng 66488  Perylene-di12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Pentacosane 352 (C25H52 000629-99-2 86
3 Heptadecane 240 C17H36 000629-78-7 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 64
Abundance Scan 2441 (16.445 min): BF136968.D\data.ms (-2437) (- m/z 57.05 100.00%
57.0
5000 \/\M‘/\/\/M/\/\/
1650
3.2 .
0““M wwww‘WtWWMWuWWM%gﬁ%‘EQ%?“‘;p?Z?J m/z 71.05 60.04%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 T
16.50
m/z 43.00 53.66%
O T \“\ ‘\“‘ ‘ “H‘ \“‘\ h“ \“‘ \]E “ “‘\%8\‘3\0‘2\2\5\0\‘ \2\8\2\0‘ UL ‘ LI
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
——
16.50
5000 m/z 85.05 53.57%
9.0
ol L | *018302250267.03000 3520
e e
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane T
57.0 16.50
m/z 55.00 22.57%
5000
9.0
50 | ||| 14101830 2400
H““ A e ——
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136968.D

Acqg On : 05 Jan 2024 10:47
Operator : CG\JU

Sample : PB158239BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.068 2.08 ng 53506  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 64
2 Eicosane 282 C20H42 000112-95-8 60
3 6,6-Diethylhexadecane 282 C20H42 1000360-41-4 58
4 Docosane, 11-decyl- 451 C32H66 055401-55-3 52
5 2-Methyltetracosane 352 C25H52 001560-78-7 52
Abundance Scan 2547 (17.068 min): BF136968.D\data.ms (-2542) (- m/z 57.05 100.00%
57.0
5000 MN\/\/\/\/MNW
99.1 — :
| ‘ ‘ | ‘ 141.1 179.0 %17_1253.0 309.1 17.00
ob— I i, H\ h\‘\‘\H‘\\M A \’\H‘\M‘HU\‘}\ ‘M\‘M‘H | ’\ VT [ : m/z 71.10 59.72%
miz-> 50 100 150 200 250 300
Abundance #158598: Nonadecane
57.0
5000 —— :
17.00
m/z 43.05 58.14%
99.0
O T “\ ‘\“ “ T ““‘ \‘H‘\ h“ \H‘ \%4%.’0‘\ ]\-8\3\.0‘ L ’2\6§.\0\ ‘ L
miz--> 50 100 150 200 250 300
Abundance #176385: Eicosane
57.0
— T \
17.00
5000 m/z 85.10 53.52%
oL L Y0 1410 1830 2050 2820
e A A e e BN e
miz--> 50 100 150 200 250 300
Abundance #176394: 6,6-Diethylhexadecane —— ‘
57.0 17.00
m/z 55.00 21.47%
141.0
99.0 2530
‘ ‘ 211.0
OHM H!‘\“‘\H \“\‘\ 1‘,‘\\ i 1‘\”,‘\ T T
m/z--> 50 100 150 200 250 300 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136968.D

Acqg On : 05 Jan 2024 10:47
Operator : CG\JU

Sample : PB158239BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.797 2.31 ng 59491  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 53
2 Tetratetracontane 619 C44H90 007098-22-8 52
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 52
4 Heneicosane 296 C21H44 000629-94-7 50
5 Triacontane 422 C30H62 000638-68-6 50

Abundance Scan 2671 (17.798 min): BF136968.D\data.ms (-2664) (- m/z 57.10 100.00%

57.1
5000
—— —
1117 3498 s e
o_m‘m‘"Juu"u“‘e“l'JW\\L‘w_HJ}mwwwwwm‘w m/z 71.85 67.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane
57.0
5000 — ——
17.50 18.00
m/z 43.10 58.95%
O”[jHI’:LiJT‘“%‘QZ‘0267O3800
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347239: Tetratetracontane
57.0
—— —
17.50 18.00
5000 ITI/Z 85.05 57.11%

] J h |,197.0267.0 351.0421.0491.0 618.(

:

ol LU0 0267,0 351.0421.04910 618
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275544: Docosane, 11-butyl-
57.0 17.50 18.00
m/z 55.00 28.45%

] HW 210.0 309.0

Ol b o it B e e e e e e

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136968.D

Acqg On : 05 Jan 2024 10:47
Operator : CG\JU

Sample : PB158239BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
unknown5.069 5.069 3.4 ng 86588 1 6.786 513618 20.0
Hexadecane 15.927 2.4 ng 60883 6 15.457 514785 20.0
Eicosane 16.445 2.6 ng 66488 6 15.457 514785 20.0
Nonadecane 17.068 2.1 ng 53506 6 15.457 514785 20.0
Heptacosane 17.797 2.3 ng 59491 6 15.457 514785 20.0
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