LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0@8404.D

Acqg On : 14 Dec 2021 21:21
Operator : CG/JU

Sample : M5017-49

Misc :

ALS Vvial : 16 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_ P\Methods\8270E-BP121421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@08404.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.875 316 321 330 rVB 99528 143372 7.04% 1.115%
2 5.346 395 401 417 rBV 791701 1230997 60.46% 9.576%
3 6.940 666 672 689 rBV 735029 1312072 64.45% 10.207%
4 7.746 802 809 818 rBV 237353 374127 18.38%  2.910%
5 8.910 999 1007 1025 rBV 473125 859981 42.24% 6.690%

6 10.540 1276 1284 1302 rBV 279594 527134 25.89% 4.101%
7 13.016 1697 1705 1719 rBV 1248409 1892844 92.97% 14.725%
8 14.398 1933 1940 1955 rBV 445645 679421 33.37% 5.285%
9 15.904 2187 2196 2214 rBV 800868 1313407 64.51% 10.217%
10 17.163 2403 2410 2419 rBV 432516 691074 33.94%  5.376%

11 18.063 2559 2563 2572 rBV2 34805 54289 2.67% 422%
12 18.975 2715 2718 2723 rVB2 67221 74689 3.67% 581%
13 19.110 2737 2741 2744 rBV2 19218 24320 1.19%

14 19.733 2842 2847 2855 rBV 1666272 2035896 100.00% 15.
15 20.980 3055 3059 3066 rVB5 82677 126461 .21%
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16 21.269 3103 3108 3113 rBV 512125 729182 35.82% 5.673%
17 23.639 3505 3511 3521 rVB2 389863 785403 38.58% 6.110%

Sum of corrected areas: 12854669
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 14 Dec 2021 21:21
: CG/IU
: M5017-49

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
BP008404.D

: 16 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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1400000

1200000
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TIC: BP008404.D\data.ms

5.346
6.940

8.910

7.746 10.540

4.875

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BP008404.D\data.ms
19.733

13.016

15.904

14.398

0
Time-->

Abundance
1600000
1400000
1200000
1000000
800000
600000
400000

200000

0

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP008404.D\data.ms

21.269 23.639

20.980

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0O@8404.D

Acqg On : 14 Dec 2021 21:21
Operator : CG/JU

Sample : M5017-49

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.875 7.66 ng 143372  1,4-Dichlorobenzene-d4 7.746

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol 102 C6H140 000623-37-0 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Guanidine 59 CHS5N3 000113-00-8 9

5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 321 (4.875 min): BP008404.D\data.ms (-316) (-) m/z 43.00 100.00%

43.0
5000
101.1

4.60 4.80 5.00 5.20

O 2068 2811 3582 4320 5175 n/z 58.95  68.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl- }\\
43.0
5000 AR AR AR A
4.60 4.80 5.00 5.20
m/z 101.10 23.55%
101.0
0t e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4970: 3-Hexano
59.0
4.60 4.80 5.00 5.20
5000 m/z 58.00 17.08%
O\HMU1”H\H‘w‘*H\H‘w‘*H\H‘w‘*H\H*w‘*H\H*w* ﬂM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4528: 2,3-Butanedione, monooxime TR T
43.0 4.60 4.80 5.00 5.20

m/z 41.00 8.72%

5000
101.0
Il ’

Y e e
miz--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0@8404.D

Acqg On : 14 Dec 2021 21:21

Operator : CG/JU

Sample : M5017-49

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P
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Peak Number 2 15-Octadecenoic acid, methy... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.975 2.16 ng 74689  Phenanthrene-d1e 17.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 98
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 97
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 96
5 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 95

Abundance Scan 2718 (18.975 min): BP008404.D\data.ms (-2715) (- m/z 55.05 100.00%

55.0
5000
—r
3.0 207.0265.3 19.00
0+ 355.1 428.8489.1548.. m/z 41.05 66.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194417: 15-Octadecenoic acid, methyl ester
53.0
5000 T
19.00
264.0 m/z 69.80 56.96%
0 \“r ‘ ”H n\hl i \ u ’

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
P
19.00
5000 ITI/Z 73.95 56.39%
264.0
3.0180.0
0 ““M”"‘”‘u“ﬁ"'ﬂ'w“ B e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194422: 16-Octadecenoic acid, methyl ester T
55.0 19.00
m/z 83.00 55.27%
5000
264.0
Ulfzoso,
0 ‘meJhwww O — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0O@8404.D

Acqg On : 14 Dec 2021 21:21
Operator : CG/JU

Sample : M5017-49

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Trifluoroacetoxy hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.980 3.47 ng 126461  Chrysene-d12 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 96
2 Nonacos-1-ene 406 C29H58 018835-35-3 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Cyclopentadecane 210 C15H30 000295-48-7 93
5 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 91

Abundance Scan 3059 (20.980 min): BP008404.D\data.ms (-3055) (-  m/z 57.10 100.00%

57.1
5000
125.1 207.0 o]
21.00
283.0 400.9
om"u‘i"\‘i‘"w‘ww‘m‘wu‘H"3““1‘9‘”_H‘_“‘??ﬁ‘r"f‘?" m/z 55.05 89.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #245847: Trifluoroacetoxy hexadecane
43.0
5000 T
21.00
224.0 m/z 83.05 89.56%
} ‘ \ 319.0
0\\\ ‘\\\\‘\\\‘\\“I\l\\\‘\\l\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene
57.0
e
21.00
5000 ITI/Z 43.10 87.04%
125.0
oL il a0 A0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1 —
57.0 21.00
m/z 69.00 77.38%
5000
125.0
o Ll ass0  momo .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121421\
Data File : BP0@8404.D

Acqg On : 14 Dec 2021 21:21
Operator : CG/JU

Sample : M5017-49

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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-... 4.875 7.7 ng 143372 1 7.746 374127 20.0
15-Octadecenoic... 18.975 2.2 ng 74689 4 17.163 691074 20.0
Trifluoroacetox... 20.980 3.5 ng 126461 5 21.269 729182 20.0
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