LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082423\
Data File : BF134927.D

Acqg On : 24 Aug 2023 16:45
Operator : CG\JU

Sample : 04116-01

Misc :

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-BF082223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134927.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.428 563 568 571 rBV 1674214 1560575 97.05% 11.187%
2 6.434 734 739 749 rBV 1847041 1608002 100.00% 11.527%
3 6.622 768 771 778 rBV 78190 81237 5.05% 0©.582%
4 6.792 797 800 804 rBV 784207 622619 38.72% 4.463%
5 7.351 891 895 899 rBV 1051421 966782 60.12% 6.931%
6 8.069 1014 1017 1021 rBV 801437 745444  46.36% 5.344%
7 9.151 1197 1201 1204 rBV 1939122 1578865 98.19% 11.319%
8 9.275 1217 1222 1225 rBV 1083542 989012 61.51% 7.090%
9 9.827 1313 1316 1320 rVB 794926 715386 44.49% 5.128%
10 10.622 1447 1451 1455 rBV 1235463 1036114 64.43% 7.428%
11 10.751 1470 1473 1477 rVB5 17690 22117 1.38% 0.159%
12 10.792 1477 1480 1482 rBV 19692 19725 1.23% 0.141%
13 10.904 1496 1499 1504 rBV 34138 35260 2.19% 0.253%
14 11.322 1567 1570 1574 rBV 870370 740803 46.07%  5.311%
15 11.392 1580 1582 1586 rVB5 22465 19649 1.22% 0.141%
16 11.727 1636 1639 1641 rBV 23261 22978 1.43% 0.165%
17 11.863 1659 1662 1665 rBV 141755 135583  8.43% 0.972%
18 12.380 1748 1750 1753 rBV3 33522 36159 2.25% 0.259%
19 12.439 1757 1760 1762 rVB 77652 68107 4.24% 0.488%
20 12.774 1815 1817 1820 rBV2 50983 60694 3.77% 0.435%

21 12.921 1838 1842 1846 rBV 1771311 1502160 93.42% 10.769%

22 13.833 1994 1997 2000 rBV3 103532 116479 7.24%  0.835%
23 13.980 2019 2022 2026 rBV 737848 741895 46.14%  5.318%
24 15.462 2270 2274 2280 rVB 409974 523687 32.57% 3.754%

Sum of corrected areas: 13949332
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Aug 2023 16:45
¢ CG\JU
. 04116-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082423\
BF134927.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

APYESS
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082423\
Data File : BF134927.D

Acqg On : 24 Aug 2023 16:45
Operator : CG\JU

Sample : 04116-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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.
6.622 2.61 ng 81237 1,4-Dichlorobenzene-d4 6.792

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 Hydrazinecarboxylic acid, ethyl ... 104 C3H8N202 004114-31-2 53
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 53
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
Abundance Scan 771 (6.622 min): BF134927.D\data.ms (-768) (-) m/z 45.00 100.00%
45.0
5000
e 553540 65050 750
105.0150.1 : : : . :
0 HwWwmwu‘hwHm}ww“‘w??(?”_wm_wwww m/z 59.00 37.68%
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
2000 72.0 m/z 72.08  21.57%
o140 801040 1350
H‘H\\‘H\\‘H\\‘H\\‘H\\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
45.0

6.20 6.40 6.60 6.80 7.00

5000 72.0 ITI/Z 43.00 16.23%
29.0
0L 14.0 g7.0 103.0
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #5245 Hydrazinecarboxylic acid, ethyl ester EEERREEmEsEaEEsuEnEE
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.10 14.67%
104.0
5000 29.
‘ ‘ 76.0
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\BF082423\
Data File : BF134927.D

Acqg On : 24 Aug 2023 16:45

Operator : CG\JU

Sample : 04116-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.275  27.65 ng 989012  Acenaphthene-dile 9.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8HSNO2 000621-42-1 59
3 Acetaminophen 151 C8HO9NO2 000103-90-2 59
4 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 43
Abundance Scan 1222 (9.275 min): BF134927.D\data.ms (-1217) ()| m/z 43.10 100.00%
431 109.1
5000 151.1
e
‘ ¥ 870 9.00 9.20 9.40 9.60
OFrer et sl e e 1982 sz 109,10 82.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 LU L B I B B BN
9.00 9.20 9.40 9.60
69.0 m/z 151.05 51.23%
O \]-\5\‘\\‘\\"‘\\\“\‘H‘\“\“\\H“\‘\‘\H\’\\H‘\‘\‘\\\\‘\\1\‘\\‘\\‘\\\\‘0\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
o e ey
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.10 21.20%
43.0
80.0
15.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen T
109.0 9.00 9.20 9.40 9.60
m/z 85.05 14.64%
5000 151.0
430 go.0
N ELT RN AN N S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082423\
Data File : BF134927.D

Acqg On : 24 Aug 2023 16:45
Operator : CG\JU

Sample : 04116-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.863 3.66 ng 135583  Phenanthrene-di10 11.322
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1662 (11.863 min): BF134927.D\data.ms (-1659) (- m/z 43.10 100.00%
43.1 73.0
5000 129.0
213.2
185.1 P e
| ‘ ‘ 256.1 11.50 12.00
OLrrrrrr i Ml m/z 73.00  96.91%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
97.0 1o 2130 2560 m/z 59.95  91.25%
O\H‘HH“\“HH!H\H‘H‘H\‘\\‘}h““\\”‘M\“\‘H‘HH‘\H\‘HH‘\H‘\‘HH‘H\!‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
73.0
43.0 T 7
11.50 12.00
5000 129.0 m/z 55.05 86.78%
185.0
228.0
L L O N1 RN NSRS
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 57.05 81.71%
5000 129.0
‘ 199.0 2420
qu — —
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00

8270-BF082223.M Fri Aug 25 06:29:23 2023 Page: 5



Library Search

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082423\

Data File : BF134927.D

Acqg On : 24 Aug 2023 16:45
Operator : CG\JU

Sample : 04116-01

Misc

ALS vial : 14 Sample Multiplier: 1

Compound Report

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: 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

Concentration Rank 3

Peak Number 4 Cyclotridecane

R.T. EstConc Area Relative to ISTD R.T.
13.833 3.14 ng 116479  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotridecane 182 C13H26 000295-02-3 90
2 1-Tetracosene 336 C24H48 010192-32-2 90
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 90

Abundance Scan 1997 (13.833 min): BF134927.D\data.ms (-1994) (- m/z 43.10 100.00%
43.1
83.1
5000
— ——
H 13.50 14.00
ol A4l L m/z 55.10  95.81%
miz--> 50 100 150 200 250 300 350
Abundance #56952: Cyclotridecane
41.0
3.0
5000 — ——
13.50 14.00
m/z 57.10 92.68%
LTS e
0 \‘\ “\‘\‘\H\“‘U\“‘\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
43.0 83.0
— ——
13.50 14.00
5000 m/z 69.10 78.82%
125.0
0 168.0 210.0 336.0
e T
m/z--> 50 100 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecyl ester — ——
57.0 13.50 14.00
97.0 m/z 83.10 77.58%
5000
39.0
o L o000 200 g
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\BF082423\
Data File : BF134927.D

Acqg On : 24 Aug 2023 16:45
Operator : CG\JU

Sample : 04116-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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... 6.622 2.6 ng 81237 1 6.792 622619 20.0
2,4,7,9-Tetrame... 9.275 27.6 ng 989012 3 9.833 715386 20.0
n-Hexadecanoic ... 11.863 3.7 ng 135583 4 11.322 740803 20.0
Cyclotridecane 13.833 3.1 ng 116479 5 13.980 741895 20.0
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