LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41522\
Data File : BGO53165.D

Acqg On : 15 Apr 2022 15:26

Operator : CG/JU

Sample : N2430-03 :
Misc : E14-EB1-041322-5-10

ALS vial : 6 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-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53165.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.684 382 391 403 rBV 518709 851391 39.95%  8.469%
2 7.276 654 662 671 rBvV 532354 940451 44.13% 9.355%
3 8.116 798 805 813 rVB 118442 199057 9.34% 1.980%
4 9.279 992 1003 1010 rBV 331084 606497 28.46% 6.033%
5 10.930 1277 1284 1293 rBV 153767 274981 12.90%  2.735%

6 13.362 1692 1698 1706 rBV 852081 1345859 63.15% 13.388%
7 14.737 1926 1932 1940 rVB 243565 390582 18.33% 3.885%
8 16.223 2179 2185 2198 rBV 738441 1183243 55.52% 11.770%
9 17.486 2392 2400 2409 rBV 315601 506798 23.78% 5.041%

10 18.361 2544 2549 2557 rBV2 53867 93802 4.40% 0.933%
11 19.512 2738 2745 2753 rBv4 42903 96263 4.52% 958%
12 20.082 2837 2842 2848 rVB 1552045 2131188 100.00% 21.200%
13 20.787 2960 2962 2967 rVB3 25261 34293 1.61%

14 21.392 3061 3065 3077 rVB2 79477 162969  7.65%
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15 21.762 3122 3128 3138 rVB2 315488 566449 26.58% 635%

16 25.070 3682 3691 3702 rVB2 205642 641660 30.11% 6.383%

17 28.876 4334 4339 4340 rBV4 16378 27238 1.28% 0.271%
Sum of corrected areas: 10052721
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Apr 2022 15:26
: CG/IU
: N2430-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041522\
BGO53165.D

E14-EB1-041322-5-10

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BG053165.D\data.ms

5.684 7.276

8116 10.930

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BG053165.D\data.ms
20.p82

13.362
16.223

21.762

17.486

14.737

0
Time-->
Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

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
TIC: BG053165.D\data.ms

25.070

28.876

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\BG@41522\
Data File : BG@53165.D

Acqg On : 15 Apr 2022 15:26

Operator : CG/JU

Sample : N2430-03 :
Misc : E14-EB1-041322-5-10

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.361 3.70 ng 93802  Phenanthrene-dle 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 58
3 Dodecanoic acid 200 C12H2402 000143-07-7 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 Tridecanoic acid 214 C13H2602 000638-53-9 30

Abundance Scan 2549 (18.361 min): BG053165.D\data.ms (-2544) (-  m/z 73.15 100.00%

431 732
5000 129.2
—h —
157.2185.2 18.00 18.50
0! m/z 43.15 86.65%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T Tl
18.00 18.50
157.01g5 02130 2560 m/z 60.15 76.16%
0,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #46964: n-Decanoic acid
60.0
18.00 18.50
m/z 55.15 74.67%
5000{ 29.0 1290
101. 172.0
N
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #75717: Dodecanoic acid o T
73.0 18.00 18.50
m/z 41.15 61.83%
43.0
5000
129.0
157.0 200.0
‘ 101.0 ‘ ‘
04’?’,9‘1\\‘,“1‘\N‘!“‘Hl‘\‘\“‘M\1”““\\‘1‘1,”‘”‘,‘“”\w‘u‘u‘\m“\m,\m,\m‘uu P e
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41522\
Data File : BG@53165.D

Acqg On : 15 Apr 2022 15:26

Operator : CG/JU

Sample : N2430-03 :
Misc : E14-EB1-041322-5-10

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 2 Cyclododecanone, 2-methylene- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.512 3.80 ng 96263  Phenanthrene-d1e 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 55
2 1-Cyclohexylheptene 180 C13H24 114614-83-4 49
3 Cyclopentane, nonyl- 196 C14H28 002882-98-6 43
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 38
5 Cyclohexane, 1,1'-(1-methyl-1,3-... 222 C16H30 041851-35-8 30

Abundance Scan 2745 (19.512 min): BG053165.D\data.ms (-2738) (- m/z 55.15 100.00%
55.1

r

5000
RN \
19.50
0,‘Hwh m/z 69.15 68.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #69268: Cyclododecanone, 2-methylene-
41.0
5000 —— ‘
81.0 1090 19.50
' m/z 41.15 55.55%
LA e
O’HH‘H‘H“\‘ \“M‘Hm}“\‘\}\‘\‘\\\‘\H‘\‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54999: 1-Cyclohexylheptene
55.0
RN \
19.50
5000 96.0 ITI/Z 43.15 52.96%
H ‘124.0 180.0
0 WA e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71756: Cyclopentane, nonyl- T ‘
69.0 19.50
m/z 83.15 50.86%
5000
111.0 196.0
L ‘ | | pao0
0 el bbb e —
m/z--> 20 40 60 80 100120140160180200220240260280 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41522\
Data File : BG@53165.D

Acqg On : 15 Apr 2022 15:26

Operator : CG/JU

Sample : N2430-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

E14-EB1-041322-5-10

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Hexacosanol

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.392 5.75 ng 162969  Chrysene-di12 21.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 90
2 1-Heptacosanol 396 C27H560 002004-39-9 90
3 Cyclopentadecane 210 C15H30 000295-48-7 89

4 Trichloroacetic acid, tetradecyl... 358 C16H29C1302
5 2- Chloropropionic acid, hexadec... 332 C19H37Cl02

Abundance Scan 3065 (21.392 min): BG053165.D\data.ms (-3061) (-

074339-52-9 87
086711-81-1 87

m/z 43.15 100.00%

431
83.2
5000
— ——
‘ ‘ ‘ | 181.2222.2 266.9  340.9 21.00 21.50
ob— ‘ ‘\HMU\‘\M\‘\ ‘“‘“M H“h“h‘hwi”‘” L ! ‘H‘ Ly - - e m/z 57.15 99.61%
miz--> 50 100 150 200 250 300 350
Abundance #289619: 1-Hexacosano
43.0
5000 83.0 — ——
21.00 21.50
m/z 55.15 88.21%
0 “ M‘ M ) ‘0168020902520 322,0364.0
\\Y‘ \\\\\\\\\‘\\ T\‘\\\\’\\\\
miz--> 50 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
— ——
2100 21.50
5000 83.15 75.81%
9.0
L L 1181.0222.0264.0306.0 378
“““““ T e e AR
miz--> 50 100 150 200 250 300 350
Abundance #87654: Cyclopentadecane “ —
55.0 2100 21.50
97.15 63.38%
. NWM/WJ\WNMW
210.0
0 NES: o
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title

TIC Library
TIC Integrat

TIC Top Hit

n-Hexadecanoic ...

Cyclododecanon
1-Hexacosanol

Tentatively Identified Compound (LSC)

¢ Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041522\

BGO53165.D

: 15 Apr 2022 15:26
: CG/IU
: N24306-03

: 6 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

| --Internal Standard---|

summary

E14-EB1-041322-5-10

name RT EstConc Units Response |# RT Resp Conc|
18.361 3.7 ng 93802 4 17.486 506798 20.0
e... 19.512 3.8 ng 96263 4 17.486 506798 20.0
21.392 5.8 ng 162969 5 21.762 566449 20.0
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