LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60737.D

Acqg On 2 Apr 2024 12:42
Operator : MA/JU

Sample : PB159911BL

Misc :

ALS vial : 5 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-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60737.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.100 13 19 28 rvB4 35080 85594 1.16% 0.279%
2 5.080 351 356 363 rVB 82568 120878 1.64% 0.394%
3 5.544 428 435 444 rBV 1654730 2515157 34.19% 8.202%
4 7.125 695 704 714 rBV 1678999 2890951 39.30% 9.427%
5 7.959 837 846 853 rBV 308553 519997 7.07% 1.696%

6 9.116 1034 1043 1053 rBV 919909 1568415 21.32% 5.115%
7 10.756 1311 1322 1331 rBV 383635 695032  9.45%  2.266%
8 13.217 1733 1741 1748 rBV 2518165 3877562 52.71% 12.645%
9 14.586 1968 1974 1981 rVB 654613 1043616 14.19%  3.403%
10 16.073 2220 2227 2237 rBV 2163198 3306334 44.95% 10.782%

11 17.336 2435 2442 2449 rBV 953176 1454772 19.78%
12 19.440 2797 2800 2805 rBV 61155 73750 1.00%
13 19.680 2836 2841 2846 rBV 174144 215879 2.93%
14 19.962 2883 2889 2895 rBV 5338970 7355804 100.00% 2
15 20.726 3015 3019 3023 rBV 153867 166629 2.27%

[CRNECIE IS
N
()
2
3R

16 21.596 3161 3167 3177 rVB2 1050590 1706448 23.20%
17 23.153 3427 3432 3438 rVB3 100568 192665 2.62%
18 23.958 3564 3569 3578 rVB3 123210 280475 3.81%
19 24.739 3693 3702 3716 rVB 650352 1795719 24.41%
20 24.910 3725 3731 3742 rVB 161957 404451 5.50%

P UOO oOWuUV
\o]
fary
U1
S

21 26.044 3919 3924 3935 rVB2 140533 395418 5.38% 1.289%

Sum of corrected areas: 30665546
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: MA/JU
: PB159911BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
BGO60737.D
2 Apr 2024 12:42

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BG060737.D\data.ms

5.544 7.125

9.116

7.959 10.756
1100 5.080

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

5000000

4000000

3000000

2000000

1000000

)

Time-->

TIC: BG060737.D\data.ms
19.962

13.217
16.073

21.596
17.336

14.586

3.00 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 20.50 21.00 21.50 22.00 22.50

Abundance

5000000

4000000

3000000

2000000

1000000

o

TIC: BG060737.D\data.ms

24.739
23.153 23.958 %\ﬁﬁlo 26.044

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60737.D

Acqg On : 2 Apr 2024 12:42
Operator : MA/JU

Sample : PB159911BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.080 4.65 ng 120878 1,4-Dichlorobenzene-d4 7.965

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9
4 1-Ethylpentyl acetate 158 C9H1802 005921-83-5 9
5 2-(2-methoxyethoxy)propanoic aci... 190 C8H1405 1000506-61-7 9
Abundance Scan 356 (5.080 min): BG060737.D\data.ms (-351) (-) m/z 43.00 100.00%
43.0
5000
T R
| 101.1 4.80 5.00 5.20 5.40
o 2900 Ly 590 49.38%
miz-> 50 100 150 200 250
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS e e e )

4.80 5.00 5.20 5.40
m/z 58.00 15.22%

101.0
0 ‘uﬂum‘\‘ S J‘ T T
m/z--> 50 100 150 200 250
Abundance #4516: Diacetamide
43.0
4.80 5.00 5.20 5.40
5000 m/z 101.10 12.57%
73.0
0“‘\‘10\?0\ T T
m/z--> 50 100 150 200 250
Abundance #4594: Formamide, N,N-diethyl- AR e
30.0 4.80 5.00 5.20 5.40
m/z 41.00 10.02%
101.0
5000
0 “?O‘\‘ T T T
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60737.D

Acqg On : 2 Apr 2024 12:42
Operator : MA/JU

Sample : PB159911BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Hexadecanoic acid, 1,1-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.680 2.53 ng 215879  Chrysene-di12 21.596
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 86
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 80
3 Docosanoic acid, isobutyl ester 396 C26H5202 1000405-17-1 47
4 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 46
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 38

Abundance Scan 2841 (19.680 min): BG060737.D\data.ms (-2836) (- | m/z 56.05 100.00%

56.0
5000
257.1

M 185 \‘ 3122 4003 492 19.50 20.00
0 ‘prh‘hwwwwl‘lh‘hu““‘_“w“‘w“u“‘w(‘ m/z 57.10 57.66%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester JAJAM
56.0
5000 e —

19.50 20.00
m/z 43.05 42.78%

29 0 257.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #214942: Hexadecanoic acid, butyl ester
56.0

T
19.50 20.00

o

5000 m/z 41.00 41.02%
129.0 257.0
| d ] 1850 3120
VN i
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299818: Docosanoic acid, isobutyl ester — ——
57.0 19.50 20.00

m/z 55.10  31.19%

5000
‘ ‘ 90 341.0
I h \‘H h“\ Ll \ 185 0241.0 | |\ 396.0

0y bbb PRI L R — —
miz-> 0 50 100 150 200 250 300 350 400 450 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60737.D

Acqg On : 2 Apr 2024 12:42
Operator : MA/JU

Sample : PB159911BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.153 2.26 ng 192665  Chrysene-di2 21.596
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 89
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 80
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 80
4 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 80
5 Heptacosane 380 C27H56 000593-49-7 80

Abundance Scan 3432 (23.153 min): BG060737.D\data.ms (-3427) (- | m/z 57.10 100.00%

57.1
5000

7
23.00 23.50

127.1
195.0
o_u“““wmwu-‘,m‘2‘6‘79_Hﬁ??‘z‘wf‘??”zﬁz“?‘ m/z 43.05  65.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262011: Pentacosane
57.0
5000 — ——
23.00 23.50

m/z 71.10  49.70%

‘\\\\‘\\f\‘\\\\‘\\\1’!\\f[\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287349: Octadecane, 1-iodo-
57.0

7
23.00 23.50

5000 m/z 85.10 35.85%
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #310570: Heptacosane, 1-chloro- 7 —
57.0 23.00 23.50

m/z 55.10  18.66%

- MWWWM
T

113.0
0 J‘ .M 183.0 273.0 343.0 414.0
B ML LA AL il i

7 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50

‘u \Hulu L
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60737.D

Acqg On : 2 Apr 2024 12:42
Operator : MA/JU

Sample : PB159911BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.958 3.12 ng 280475  Perylene-di2 24.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Octacosane 394 (C28H58 000630-02-4 90
3 Docosane 310 C22H46 000629-97-0 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
Abundance Scan 3569 (23.958 min): BG060737.D\data.ms (-3564) (- | m/z 57.10 100.00%
57.1
5000 W/\’WL
——
H L 239.2 3152 389.2 38. 24.00
o LU LLBRLY 2392 3152 3892 456.2 5385 . 4316  63.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
5000 T
24.00
m/z 71.10 57.76%
o ” | 1270 197.0 267.0 338.0
\\\\‘\\\\‘1\\!‘\1\\‘!\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
——
24.00
5000 m/z 85.10 43.37%
oL, || 270 197.0 281.0 394.0
H‘WH‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212281: Docosane T
57.0 24.00
m/z 41.00 21.33%
- mmm/\ww«w
o \‘ | 1270 1970 3100
H‘WH‘W‘H‘M‘H‘HH‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60737.D

Acqg On : 2 Apr 2024 12:42
Operator : MA/JU

Sample : PB159911BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Octacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.910 4.50 ng 404451  Perylene-di12 24.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Hexacosane 366 C26H54 000630-01-3 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 3731 (24.910 min): BG060737.D\data.ms (-3725) (- | m/z 57.05 100.00%
57.0

-

5000
31 25.00
169.1 .
Ot ﬁhh A0, 23381728791 4892 /7 43.10  66.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
5000 LN
25.00
m/z 71.05 55.50%
oh ‘ 1113:0160.0225.0281.0337.0394.0
’\\\\’\1\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287976: Heptacosane
57.0
——
25.00
5000 m/z 85.10 41.03%

1

fln | 169.0225.0281.0 380.0

HH

O,H“,H““‘w P e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0 25.00
m/z 55.00 29.80%
o WN\»W\AH\AMW
113.0
0 “ I|J\J\l‘1\116\902250 295.0 367.0
e A e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60737.D

Acqg On : 2 Apr 2024 12:42
Operator : MA/JU

Sample : PB159911BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 7 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.044 4.40 ng 395418 Perylene-d12 24.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 11-Methylhentriacontane 451 C32H66 035799-05-4 81
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 74

Abundance Scan 3924 (26.044 min): BG060737.D\data.ms (-3919) (- | m/z 57.10 100.00%
57.1

%

5000
26.00
127.1 207.0 281.0
o_H"JLLJL"LJEAW‘u‘mWHw“?"5‘7‘9“”""‘5?‘9”_5‘3‘5‘ m/z 43.10 62.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194588: Heneicosane
57.0
5000 —— |
26.00
m/z 71.10 59.39%
o270 aar0 2ss0
‘\\\\[\T\\r\\\‘\\\\‘r\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

-

26.00
5000 m/z 85.10 41.26%

[} f270 2110 296.0

-

ot e e e e e e
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158598: Nonadecane 1
57.0 26.00
m/z 55.10  31.04%
5000

‘m .FF?P 197.0 268.0
0_‘H‘HH‘w‘HH‘w‘w‘w‘W‘WWWW

m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.00

:
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040224\
Data File : BGO60737.D

Acqg On : 2 Apr 2024 12:42
Operator : MA/JU

Sample : PB159911BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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-... 5.080 4.7 ng 120878 1 7.965 519997 20.0
Hexadecanoic ac... 19.680 2.5 ng 215879 5 21.596 1706450 20.0
Pentacosane 23.153 2.3 ng 192665 5 21.596 1706450 20.0
Tetracosane 23.958 3.1 ng 280475 6 24.739 1795720 20.0
Octacosane 24.910 4.5 ng 404451 6 24.739 1795720 20.0
Heneicosane 26.044 4.4 ng 395418 6 24.739 1795720 20.0
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