LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135140.D

Acqg On : 07 Sep 2023 18:29
Operator : CG\JU

Sample : 04256-01

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_ F\Methods\8270-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135140.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 4 9 19 rVvB 36251 48908 2.20% ©.299%
2 5.010 493 497 506 rVB 36013 46240 2.08% 0.283%
3 5.404 559 564 567 rBV 2306436 2181507 98.00% 13.338%
4 6.410 730 735 738 rBV 2278602 2188656 98.32% 13.381%
5 6.604 765 768 776 rBV 77577 75824 3.41% 0.464%

6 6.769 793 796 800 rBV 725443 561378 25.22%
7 7.333 887 892 895 rBV 1563819 1383088 62.13%
8 8.051 1009 1014 1017 rBV 872556 767020 34.46%
9 9.127 1192 1197 1200 rBV 2527600 2225966 100.00% 13.

9.245 1213 1217 1221 rVB 36721 35718 1.60%
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11 9.810 1308 1313 1316 rBV 930269 853326 38.34%
12 10.604 1443 1448 1451 rBV 1602170 1577846 70.88%
13 11.298 1563 1566 1569 rBV 936317 838191 37.66%
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14 11.321 1569 1570 1574 rVV 140625 86743 3.90% 530%
15 11.374 1575 1579 1583 rVB2 35200 37489 1.68% 229%
16 11.839 1654 1658 1662 rBV 253980 257916 11.59% 1.577%
17 12.516 1770 1773 1777 rBV 83187 80474  3.62% 0.492%
18 12.627 1789 1792 1798 rBV2 48107 61926 2.78% 0.379%
19 12.745 1806 1812 1815 rBV 82091 89275 4.01% 0.546%

20 12.898 1834 1838 1841 rBV 2107786 1769746 79.50% 10.820%

21 13.810 1989 1993 2001 rBV3 86563 121517 5.46%
22 13.957 2013 2018 2021 rBV 516111 518884 23.31%
23 14.998 2190 2195 2198 rBV 20653 33231 1.49%
24 15.421 2262 2267 2272 rBV 402856 515322 23.15%
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Sum of corrected areas: 16356191
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @7 Sep 2023 18:29
¢ CG\JU
. 04256-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090723\
BF135140.D

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000
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Time-->

TIC: BF135140.D\data.ms
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7.333
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220240260280300320340360380400420440460480500520540560580600620640660680700720740760
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TIC: BF135140.D\data.ms
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i1l 11.839
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135140.D

Acqg On : @7 Sep 2023 18:29
Operator : CG\JU

Sample : 04256-01

Misc

ALS vial : 16 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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.604 2.70 ng 75824  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 Diethyl carbitol 162 C8H1803 000112-36-7 72

3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42

4 Methoxyacetic acid, 2-methylprop... 146 C7H1403 1000282-40-9 38

5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38

Abundance Scan 768 (6.604 min): BF135140.D\data.ms (-765) (-) m/z 45.00 100.00%

45.0
5000
72.0 ‘/‘\,“
“ M‘ 89.0 104.0 6.20 6.40 6.60 6.80 7.000
o"‘w‘w‘mwH‘H‘“m"m"‘H"‘mmuwww‘mw m/z 59.00  36.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘uu‘/\uu,uu‘uu‘u
6.20 6.40 6.60 6.80 7.00
2900 72.0 m/z 72.00  19.50%
0 H"]ﬂ.r\q‘H\H“H\\‘\‘f‘\\‘H\\‘\H\‘!‘\‘H‘\?\9‘9\\1‘(\)\4.\\(?\\\\‘\\\\1‘\3\5\\‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #38390: Diethyl carbitol
45.0
R s RRRRERAEEE
6.20 6.40 6.60 6.80 7.00
5000 720 m/z 43.00 16.15%
29.0
0 M‘ ‘ 87.0 1030
"W"‘H"‘m"w‘mwm_mw‘www_m_mww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10526: Ethanol, 2-(2-methoxyethoxy)- Eams ‘L,N T
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.10 13.54%
5000
29.0
90.0
600 750
0 "‘H"‘Hw"‘H"‘mw"‘“""m‘wWWWHWW
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\BF@90723\
Data File : BF135140.D

Acqg On : @7 Sep 2023 18:29
Operator : CG\JU

Sample : 04256-01

Misc

ALS vial : 16 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 6.15 ng 257916  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1658 (11.839 min): BF135140.D\data.ms (-1654) (- m/z 73.00 100.00%
43.0 73.0
5000 129.1 Jk
213.2 T 17
| 157.1185.1 256.1 11.50 12.00
y— m/z 43.00  91.02%
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
157.01g5,02130  256.0 m/z 60.00 85.97%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— P
43.0 11.50 12.00
5000 129.0 m/z 57.05 71.45%
171.0
Ll
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid == Ty
43.0 73.0 11.50 12.00
m/z 55.00 68.91%
5000 129.0
199.0
s ) s T
O??RhHMHM‘WkmeuwuMM‘HJM‘M_MH_H‘_HW‘HW‘ = Yo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

8270-BF083023.M Fri Sep 08 13:13:46 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135140.D

Acqg On : @7 Sep 2023 18:29
Operator : CG\JU

Sample : 04256-01

Misc

ALS vial : 16 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 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.810 4.68 ng 121517  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
2 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 90
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 90
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90

Abundance Scan 1993 (13.810 min): BF135140.D\data.ms (-1989) (- m/z 57.00 100.00%
57.0
5000
111.0
— ——
0.0 13.50 14.00
. 281.0
0 h ! ‘.\“‘ m/z 43.00 89.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 — ——
111.0 13.50 14.00
m/z 55.00  75.39%
1690
0 \J\‘ “\“\ f “‘ ‘l “ ‘h “\ \ T ‘ T\2\3T8‘0\2\8\3\0‘\ T ‘ LI ‘ \4::3\4.\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance  #269867: 2- Chloropropionic acid, octadecyl ester
57.0
— ——
13.50 14.00
5000 m/z 83.05 67.11%
. 1680 29902970 3600
m/z--> 50 100 150 200 250 300 350 400
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester s T
57.0 13.50 14.00
m/z 97.10 66.76%
5000 111.0
0 JJ “1680 ‘23§02830 384.0
N A et e = —
mlz--> 50 100 150 200 250 300 350 400 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135140.D

Acqg On : @7 Sep 2023 18:29
Operator : CG\JU

Sample : 04256-01

Misc

ALS Vvial : 16 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|
Ethanol, 2-(2-e... 6.604 2.7 ng 75824 1 6.769 561378 20.0
n-Hexadecanoic ... 11.839 6.2 ng 257916 4 11.298 838191 20.0
Heptadecyl hept... 13.810 4.7 ng 121517 5 13.957 518884 20.0
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