LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135555.D

Acqg On : @03 Oct 2023 22:23

Operator : CG\JU

Sample : 04627-19 :
Misc : 280-300FB-BACKFILL-10

ALS Vvial : 14 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF135555.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.375 555 559 577 rBV 3187553 3326737 94.12% 13.228%
2 6.386 727 731 754 rBV 3412181 3355036 94.93% 13.341%
3 6.581 760 764 779 rBV 69311 120240 3.40% 0.478%
4 6.734 787 790 799 rBV 946120 877686 24.83%  3.490%
5 7.304 883 887 890 rBV 2387543 2114832 59.84% 8.409%
6 8.016 1004 1008 1028 rVB 1315041 1168694 33.07% 4.647%
7 9.092 1186 1191 1195 rBV 3737249 3534402 100.00% 14.054%
8 9.210 1208 1211 1216 rBV 96259 91707 2.59% 0.365%
9 9.769 1303 1306 1310 rBV 1308683 1231806 34.85% 4.898%
10 10.569 1438 1442 1445 rBV 2186959 2057117 58.20% 8.180%
11 11.263 1557 1560 1564 rBV 1510508 1275986 36.10% 074%

12 11.798 1648 1651 1663 rBV 407009 529549 14.98%
13 12.368 1743 1748 1756 rVB3 57544 78949 2.23%
14 12.592 1782 1786 1801 rBV3 64370 122779 3.47%
15 12.863 1827 1832 1835 rBV 3137593 3140675 88.86% 12.
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16 13.786 1983 1989 2001 rBV5 120772 388064 10.98%

1.
17 13.921 2008 2012 2016 rBV 837427 752676 21.30% 2.993%
18 14.692 2141 2143 2149 rVB2 34478 46010 1.30% 0.183%
19 15.027 2197 2200 2203 rVB 33272 38958 1.10% 0.155%
20 15.380 2256 2260 2273 rBV 602486 848670 24.01% 3.375%
21 15.833 2334 2337 2342 rVB2 30856 47826 1.35% 0.190%
Sum of corrected areas: 25148399
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: @3 Oct 2023 22:23
¢ CG\JU
: 04627-19

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
BF135555.D

280-300FB-BACKFILL-10

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135555.D

Acqg On : 03 Oct 2023 22:23

Operator : CG\JU

Sample : 04627-19 :
Misc : 280-300FB-BACKFILL-10

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.581 2.74 ng 120240 1,4-Dichlorobenzene-d4 6.739

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 39
3 .beta.-Methoxyethoxymethyl chloride 124 C4H9C102 003970-21-6 38

4 Diethyl carbitol 162 C8H1803 000112-36-7 37

5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 37
Abundance Scan 764 (6.581 min): BF135555.D\data.ms (-760) (-) m/z 45.00 100.00%
45.0
5000 !k
et a‘zagzageag‘sa;aa
by, 8901081 o
Obrrprrreprerr el e S T e M/Z 59.00 31.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \‘\\\\‘\\\\’\\\\‘\\\\‘\\
6.20 6.40 6.60 6.80 7.00
2alo 72.0 m/z 72.10  18.72%
ob14.0 il ‘M 89.0 1040 1350
\H‘HH‘HH‘HH‘\H\‘HH’\\H‘HH‘H\\‘HH‘HH’HH‘HH’HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)-
45.0 J&w\
o
6.20 6.40 6.60 6.80 7.00
5000 m/z 43.00 12.77%
27'T ‘ 73.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #11764: .beta.-Methoxyethoxymethyl chloride A R ARRamany
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.00 11.20%
5000
270 eﬁxo 89.0
14,0
o"w‘“wM“"WH‘“‘u"‘,‘w"H"m!“"H_m,ww,”w

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\BF100323\
Data File : BF135555.D

Acqg On : 03 Oct 2023 22:23

Operator : CG\JU

Sample : 04627-19 :
Misc 280-300FB-BACKFILL-10

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.798 8.30 ng 529549  Phenanthrene-d10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1651 (11.798 min): BF135555.D\data.ms (-1648) (- m/z 43.05 100.00%
43.0 73.0
5000
129.1
213.2 LN RN
‘ 101.0 157.1185.1 256.1. 11.50 12.00
O+t m/z 73.00 89.90%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 —r —er
129.0 11.50 12.00
213.0 m/z 59.95 88.17%
‘ H (ﬂ 157.0185.0 ‘
0 ]\-ﬁ‘o\\\\ HH\H \M{‘\ ‘HH\\\““HH‘N “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—— =
11.50 12.00
5000 129.0 m/z 57.10 79.16%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid = T
73.0 11.50 12.00
43.0 m/z 41.05 71.07%
5000
129.0
185.0 228.0
1
0?7 et Rt
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135555.D

Acqg On : 03 Oct 2023 22:23

Operator : CG\JU

Sample : 04627-19 :
Misc 280-300FB-BACKFILL-10

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.592 3.26 ng 122779  Chrysene-di12 13.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53

Abundance Scan 1786 (12.592 min): BF135555.D\data.ms (-1782) (- m/z 43.05 100.00%
43.0

3

5000
185.1 2412 R \
284.1 12.50
- m/z 59.95 83.01%
m/z--> 0 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0
5000 e |
129.0 12.50
3.0 ’ 284.0 m/z 72.95 81.22%
9T s
O ‘r H‘ \“‘”\”h“‘ M\‘} \‘ T i \‘ T “ T \‘ (L \‘\ |

miz-> 0 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e

=

43.0
U \
12.50
m/z 57.05 79.22%
5000 284.0 /
3.0 129.0
‘ 185.0 5410
mlz--> 0 50 100 150 200 250 300 350
Abundance #60690: Undecanoic acid T ‘
60.0 12.50
m/z 41.00 70.04%
5000
129.0
186.0
ois8. | -
m/z--> 0 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135555.D

Acqg On : 03 Oct 2023 22:23

Operator : CG\JU

Sample : 04627-19 :
Misc : 280-300FB-BACKFILL-10

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octacosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.786 10.31 ng 388064 Chrysene-d12 13.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1989 (13.786 min): BF135555.D\data.ms (-1983) (- m/z 57.05 100.00%
57.0
5000 Mv
\ 1550 1400
168.0 230.1 : :
0 “‘L‘w J““ ”L“quq\\\\ ‘%g¥?““““‘ m/z 83.10 81.65%
mfz--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol
57.0
5000 1.0 T T
13.50 14.00
m/z 43.10 80.26%
ol \H \ | ‘w 4159019502360 29203340 392
\\\\‘ ‘\\\\‘\\\\ \\\‘\\ \\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
—— —
13.50 14.00
5000 m/z 55.05 77 .47%
9.0
oL ‘\h ‘ ‘\ w“]\‘ L 5 ]"‘8‘2‘0‘2‘2‘4‘9‘26‘6"9\ L MJ\MW
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcohol T —
83.0 13.50 14.00
m/z 69.10 60.65%
41.0
5000
25.0
oL L \\ 16702100 2000
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135555.D

Acqg On : 03 Oct 2023 22:23

Operator : CG\JU

Sample . 04627-19 :
Misc : 280-300FB-BACKFILL-10

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
Ethanol, 2-(2-e... 6.581 2.7 ng 120240 1 6.739 877686 20.0
n-Hexadecanoic ... 11.798 8.3 ng 529549 4 11.263 1275990 20.0
Octadecanoic acid 12.592 3.3 ng 122779 5 13.921 752676 20.0
Octacosanol 13.786 10.3 ng 388064 5 13.921 752676 20.0
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