LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030822\
Data File : BP0@9315.D

Acqg On : 08 Mar 2022 21:07

Operator : CG/JU

Sample : N1763-15 :

Misc : 15-16-SAMPLE-LOCATION-8

ALS Vvial : 20 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-BP©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9315.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.069 10 14 34 rVB 942620 1475973 10.21% 1.577%
2 5.416 406 413 424 rBV 5386961 8901379 61.55% 9.513%
3 6.987 672 680 698 rBV 5212650 9113959 63.02% 9.740%
4 7.816 813 821 829 rBV 1440676 2487316 17.20% 2.658%
5 8.969 1005 1017 1031 rBV 3240185 5718552 39.54% 6.112%

6 10.610 1287 1296 1304 rBV 1828277 3314191 22.92%  3.542%
7 12.381 1587 1597 1612 rBV2 78008 271130 1.87% ©.290%
8 13.081 1708 1716 1729 rBV 6891779 11059240 76.47% 11.819%
9 13.304 1748 1754 1762 rVB 99352 162594 1.12% 0.174%
10 14.457 1943 1950 1958 rBV 2412199 3931312 27.18%

IN
N
[
N
R

11 15.945 2197 2203 2224 rBV 5567375 8990353 62.17%
12 17.216 2413 2419 2427 rBV 3019355 4573340 31.62%
13 18.122 2569 2573 2581 rBV 977706 1502653 10.39%
14 18.580 2648 2651 2657 rVB 234998 323717 2.24%
15 18.980 2717 2719 2723 rVB 247283 272506 1.88%

OO0 r phL
[e)]
[
[))
B

16 19.363 2781 2784 2789 rBV 345060 496897  3.44% 0.531%
17 19.792 2852 2857 2863 rVB 11589214 14462081 100.00% 15.456%
18 21.051 3067 3071 3074 rBV 1551424 2152565 14.88% 2.301%
19 21.321 3112 3117 3126 rBV 4529403 6061178 41.91% 6.478%
20 22.451 3306 3309 3315 rVB 777557 1207640 8.35%  1.291%

21 23.727 3520 3526 3538 rVB2 3101166 7090015 49.02% 7.577%

Sum of corrected areas: 93568591
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Mar 2022 21:07
: CG/IU
¢ N1763-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030822\
BP009315.D

15-16-SAMPLE-LOCATION-8

: 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.2e+07

le+07

8000000

6000000

4000000

2000000

0

.069

TIC: BP009315.D\data.ms

5.416 6.987

8.969

7816 10.610

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

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BP009315.D\data.ms
19.792

13.081

15.945

12.381 3.304

0

Time-->

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

12.00 12.50 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: BP009315.D\data.ms

21.321

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\BP030822\
Data File : BP0@9315.D

Acqg On : 08 Mar 2022 21:07
Operator : CG/JU

Sample : N1763-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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

15-16-SAMPLE-LOCATION-8

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.069 11.87 ng 14759760 1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16

Abundance  Scan 14 (3.069 min): BP009315.D\data.ms (-10) (-)

m/z 73.00 100.00%

73.0
5000
B SARRNRRERIEaESeassyoEe
‘ ‘ 3.103.203.303.403.50
obr L] 1312 20892680 856.1417.1 5136 n/; 43.05  32.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T[T T T[T [T T[Tt
3.103.203.303.403.50
‘ m/z 87.05 25.23%
OJJAWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R RARNRRERIEAEEEE
3.103.203.303.403.50
5000 m/z 55.05 22.29%
o”JH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RARRNRERRNRARRREREES ey
73.0 3.103.203.303.403.50
m/z 71.10 11.14%
5000 ]\N\
oJ‘m‘wwH_Ww_ww_Wwwww e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030822\
Data File : BP0@9315.D

Acqg On : 08 Mar 2022 21:07

Operator : CG/JU

Sample : N1763-15 :

Misc : 15-16-SAMPLE-LOCATION-8

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.122 6.57 ng 1502650  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2573 (18.122 min): BP009315.D\data.ms (-2569) (-  m/z 73.00 100.00%
3.0

5000 \jk\wka
2132 —— P
e
o LA Hﬂm"H"‘“%‘7‘3“1‘?’4‘1‘9““9‘1‘9‘45‘9%‘937‘3 m/z 60.00  77.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — —
18.00 18.50
‘ 157.0 m/z 43.10 73.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
— —
18.00 18.50
5000 ITI/Z 57.05 62.82%
H 1850 284.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid 7 T
73.0 18.00 18.50
m/z 55.00 62.05%
5000 185.0 thdWAMWWAWWVVJMMAM
om“Hu!\ -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030822\
Data File : BP0@9315.D

Acqg On : 08 Mar 2022 21:07
Operator : CG/JU

Sample : N1763-15

Misc

ALS Vvial : 20 Sample Multiplier: 1

15-16-SAMPLE-LOCATION-8

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 n-Nonadecanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.051 7.10 ng 2152570  Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 1-Hexacosene 364 C26H52 018835-33-1 93
5 1-Tetracosene 336 C24H48 010192-32-2 93
Abundance Scan 3071 (21.051 min): BP009315.D\data.ms (-3067) (- m/z 83.10 100.00%
5000 m#wxﬁde\\wfwmwwv
21.00 |
1 302.1 ’
ob— AL “L‘lﬁw‘2“1‘1“1‘_‘““““37‘3“1“""3?‘1‘”?“‘%5 m/z 57.10  95.73%
m/z--> 0 5 lOO 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
5000 —— :
21.00
{ m/z 69.10 91.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
55.0
T T
21.00
5000 m/z 55.10 87.98%
5.0
L L 2950 2609 309
i “H‘H‘“H‘_‘H,H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol 7
55.0 21.00
m/z 97.10 85.08%
5000
5.0
l{ \1“19602660
——

o"H“H“‘H"_n‘w‘“w“H“H“‘H“H“_“‘_“w‘
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030822\
Data File : BP0@9315.D

Acqg On : 08 Mar 2022 21:07

Operator : CG/JU

Sample : N1763-15 :

Misc : 15-16-SAMPLE-LOCATION-8

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 13-Docosenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.451 3.98 ng 1207640  Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 83
3 7-Nonenamide 155 C9H17NO 090949-53-4 47
4 Octadecanamide 283 C18H37NO 000124-26-5 43
5 d,1l-trans-4-Methyl-5-methoxy-1-(... 184 C11H2002 1000101-22-2 38
Abundance Scan 3309 (22.451 min): BP009315.D\data.ms (-3306) (-] 59.00 100.00%
59.0
5000
6.1 1931 2801 2250
0 m«" ‘ﬂ”“‘ﬁ i b 54024088 4761 5455 p/y 7 0 85.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 T

22.50
55.10  52.65%

126.0
337.0
\\\VH‘ ‘f%mm}!“wu\l%‘y240‘011‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

0
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
—
22.50
5000 ITI/Z 69.10 36.08%
om0 w0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32728: 7-Nonenamide T
59.0 22.50
m/z 41.10 34.80%
5000
H 155.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030822\
Data File : BP0@9315.D

Acqg On : 08 Mar 2022 21:07

Operator : CG/JU

Sample : N1763-15 :

Misc : 15-16-SAMPLE-LOCATION-8

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©30522.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|
Butane, 2-metho... 3.069 11.9 ng 1475970 1 7.822 2487320 20.0
n-Hexadecanoic ... 18.122 6.6 ng 1502650 4 17.216 4573340 20.0
n-Nonadecanol-1 21.051 7.1 ng 2152570 5 21.321 6061180 20.0
13-Docosenamide... 22.451 4.0 ng 1207640 5 21.321 6061180 20.0
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