LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083123\
Data File : BF135047.D

Acqg On ¢ 31 Aug 2023 18:17
Operator : CG\JU

Sample : 04189-04

Misc :

ALS vial : 4 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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135047.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 20 rVB 41309 57393 1.64% 0.249%
2 5.010 494 497 506 rVB 56278 78554 2.24% 0.341%
3 5.404 559 564 567 rBV 3042169 2973605 84.88% 12.914%
4 6.410 730 735 738 rBV 2801977 3063275 87.44% 13.303%
5 6.604 765 768 780 rBV 92882 110035 3.14% 0.478%

6 6.769 793 796 800 rBV 811917 655796 18.72% 2

7 7.334 887 892 895 rBV 1923493 1978388 56.47% 8

8 8.051 1010 1014 1016 rBV 1102986 936436 26.73% 4.067%

9 8.069 1016 1017 1022 rVB 102876 70381 2.01% o
9.133 1192 1198 1201 rBV 3774561 3503377 100.00% 15.

11 9.251 1213 1218 1221 rVB 73021 70695 2.02%
12 9.810 1306 1313 1316 rBV 1216856 1085024 30.97%
13 10.604 1443 1448 1451 rBV 2404926 2235379 63.81%
14 11.298 1562 1566 1569 rBV 1169322 1073271 30.64%
15 11.369 1573 1578 1582 rVB3 40692 36452 1.04%

OO
~N
[
00
B

16 11.839 1652 1658 1668 rBV 457670 512070 14.62%
17 12.522 1768 1774 1777 rBV 24461 39831  1.14%
18 12.627 1787 1792 1804 rBV 148933 185367 5.29%

ORrOoOON
o]
[
U1
S

19 12.898 1834 1838 1842 rBV 2773995 2757949 78.72% 11.977%
20 13.139 1875 1879 1890 rVB 28909 36091 1.03% 157%
21 13.480 1931 1937 1940 rBvV2 36698 41624 1.19% 0.181%
22 13.816 1990 1994 1995 rBV 38114 37500 1.07% 0.163%
23 13.833 1995 1997 2009 rVB2 52238 96378 2.75% 0.419%
24 13.957 2013 2018 2021 rBV 586890 576490 16.46% 2.504%
25 14.439 2096 2100 2103 rVB 39172 37953 1.08% 0.165%
26 14.745 2150 2152 2157 rVB 35797 36249 1.03% 0.157%
27 15.421 2262 2267 2272 rBV 540525 651179 18.59% 2.828%
28 15.910 2346 2350 2358 rBvV3 24327 46536 1.33% 0.202%
29 16.045 2367 2373 2380 rVB9 17627 43648 1.25% 0.190%
Sum of corrected areas: 23026926
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@83123\

BF135047.D
: 31 Aug 2023 18:17
: CG\JU
: 04189-04
: 4 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083123\
Data File : BF135047.D

Acqg On : 31 Aug 2023 18:17
Operator : CG\JU

Sample : 04189-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.010 2.40 ng 78554  1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Acetamide, N-(cyanomethyl)- 98 C4H6N20 004814-80-6 9
5 Formic acid, chloro-, (3,4,4-tri... 194 C7H11Cl04 107323-92-2 9

Abundance Scan 497 (5.010 min): BF135047.D\data.ms (-494) (-) m/z 43.00 100.00%

43.0
5000 590
RERRNREENEEERES Eanns
83.0 1011 4.60 4.80 5.00 5.20 5.40
0br e e bl e M/Z 59.08 49.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
A
5000 R R e i
59.0 4.60 4.80 5.00 5.20 5.40
m/z 57.95 16.34%
15.0 31.0 101.0
0 \\\‘\!‘!!‘\\!‘IMH\.\\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.\0\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
AR R o
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 101.05  15.50%
20.0 101.0
ol 10 Ll L 730 850
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate R Raama aaE
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.74%
5000
58.0
180 270 | 720 100.0
Ot e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083123\
Data File : BF135047.D

Acqg On : 31 Aug 2023 18:17
Operator : CG\JU

Sample : 04189-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.604 3.36 ng 110035 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
3 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 36
4 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 36
5 Butane, 1,2,4-trimethoxy- 148 C7H1603 020637-48-3 33
Abundance Scan 768 (6.604 min): BF135047.D\data.ms (-765) (-) m/z 45.10 100.00%
45.1
5000

72.0 SRSV SR VS

‘ M 89.0 104.1 1201 6.20 6.40 6.60 6.80 7.00
bbb i e e e e m/Z 59.00  32.83%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-

45.0
5000 ‘HHAHH,HH‘HH‘H
6.20 6.40 6.60 6.80 7.00
2910 72.0 m/z 72.68  20.31%
0 \\"]ﬂ.r\q\‘H\H“HH“\‘M\‘H\\}‘HH‘!‘\‘\\‘\?\9‘-9\\1‘(\)‘}4.\.\(?\\\\‘\\\\1‘:\3\5\\.‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)-
45.0
R e A RARE
6.20 6.40 6.60 6.80 7.00
5000 m/z 43.00 14.83%
27.0 73.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10035: Ethane, 1,2-diethoxy- R e R
31.0 6.20 6.40 6.60 6.80 7.00
m/z 73.00 12.25%
59.0
5000
74.0
O et e e e O e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083123\
Data File : BF135047.D

Acqg On : 31 Aug 2023 18:17
Operator : CG\JU

Sample : 04189-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 9.54 ng 512070  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55

Abundance Scan 1658 (11.839 min): BF135047.D\data.ms (-1652) (- m/z 73.00 100.00%

43.0 73.0
5000 129.1
213.2

| m 157.1185.1 ‘ 2561 1150 12.00
0 WW‘M ‘ Mh;u“‘m‘ﬂ‘: mmm“_“m_Mwaw“_ m/z 43.05  92.54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0
1. 50 12 00
m/z 60.00 90.61%

151018502130 256.0
0,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0
11. 50 12 00
5000 129.0 m/z 57.10  76.76%
185.0
H 228.0
01§9duwkmw”‘”k%“ﬂwJM‘_HJ_”‘_HNMH‘_H‘_H‘_
m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0 11. 50 12 OO

m/z 41.05 72.40%

5000 129.0
199.0
e e L
015-0‘ Wl h‘”u I \m ul L

m/z--> 20 40 60 80 100120140160180200220240260 1150 1200

8270-BF083023.M Fri Sep 01 12:01:21 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083123\
Data File : BF135047.D

Acqg On : 31 Aug 2023 18:17
Operator : CG\JU

Sample : 04189-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.627 6.43 ng 185367  Chrysene-di2 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 81
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64

Abundance Scan 1792 (12.627 min): BF135047.D\data.ms (-1787) (- m/z 43.05 100.00%

43.0 730
5000 ”LJ 129.1

1852 A =
2412 oey 12.50 13.00

0,‘HAM‘ m/z 73.00  85.75%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0

5000 o= M
129.0 12.50 13.00

m/z 57.05 82.94%

185.0 2410 284.(
01
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0

43.0 T T

12.50 13.00
m/z 59.95 80.76%
5000 1290
185.0 228.0

O bl bl bl

m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #46966: n-Decanoic acid e papecs
73.0 12.50 13.00

m/z 41.05 68.87%

129.0
5000
43.0
WALl | 1720 ‘

m/z--> 20 40 60 80100120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083123\
Data File : BF135047.D

Acqg On : 31 Aug 2023 18:17
Operator : CG\JU

Sample : 04189-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.833 3.34 ng 96378  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 86
2 1-Heneicosanol 312 C21H440 015594-90-8 78
3 1-Hexadecanol 242 C16H340 036653-82-4 64
4 n-Heptadecanol-1 256 C17H360 001454-85-9 64
5 Cycloheptane, methyl- 112 C8H16 004126-78-7 53
Abundance Scan 1997 (13.833 min): BF135047.D\data.ms (-1995) (- m/z 55.05 100.00%
550 97.0
5000
— ——
‘ ‘ 140.1 193.0 13.50 14.00
(- “H LAy S m/z 97.05 95.80%
m/z--> 50 100 150 200 250
Abundance #179253: n-Nonadecanol-1
83.0
43.0
5000 ”Whﬁm e
13.50 14.00
25.0 m/z 83.05 87.13%
LLEL L sso  zsmo
05 — ‘\“H\ T \H‘ ‘\‘\“\ ‘1 “”\”\ LA T R
m/z--> 50 100 150 200 250
Abundance #215083: 1-Heneicosano
55.0
97.0
— ——
13.50 14.00
5000 m/z 69.05 65.35%
39.0
o990 LI 190 re20 zae0 200
miz--> 50 100 150 200 250
Abundance #126376: 1-Hexadecanol T T
55.0 13.50 14.00
97.0 m/z 43.05 57.06%
B pWWﬂNNJWM“MW\W¢MMMAWwvﬁ
H | 1400 196.0
ob— Ly - —
m/z--> 50 100 150 200 250 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083123\
Data File : BF135047.D

Acqg On ¢ 31 Aug 2023 18:17
Operator : CG\JU

Sample : 04189-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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-... 5.010 2.4 ng 78554 1 6.769 655796 20.0
Ethanol, 2-(2-e... 6.604 3.4 ng 110035 1 6.769 655796 20.0
n-Hexadecanoic ... 11.839 9.5 ng 512070 4 11.298 1073270 20.0
Octadecanoic acid 12.627 6.4 ng 185367 5 13.957 576490 20.0
n-Nonadecanol-1 13.833 3.3 ng 96378 5 13.957 576490 20.0
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