LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135024.D

Acqg On ¢ 31 Aug 2023 01:53

Operator : CG\JU

Sample : 04196-29

Misc . OR-345-COMP-05

ALS Vvial : 12 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: BF135024.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 5 10 17 rBV 38136 53654 2.18% 0.246%
2 5.004 492 496 504 rVB 80964 101324 4.12% 0.465%
3 5.404 559 564 567 rBV 2534664 2428401 98.64% 11.150%
4 6.410 730 735 738 rBV 2555898 2402294 97.58% 11.030%
5 6.604 764 768 779 rBV 139844 136178 5.53% 0.625%

6 6.769 793 796 800 rBV 975690 775996 31.52%
7 7.334 887 892 895 rBV 1736793 1494956 60.72%
8 8.051 1010 1014 1017 rBV 1215463 996065 40.46%
9 9.128 1193 1197 1200 rBV 2833745 2461879 100.00% 11.

9.251 1213 1218 1222 rBV 1505084 1495447 60.74%
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11  9.669 1286 1289 1292 rBV 31920 27188 1.10%
12 9.810 1309 1313 1316 rVB 1140927 1001273 40.67%
13 10.598 1443 1447 1450 rBV 1580198 1307052 53.09%
14 10.886 1492 1496 1502 rBV 33882 43744  1.78%

woonh~O
[
[
=
R

15 11.298 1562 1566 1569 rBV 986250 858556 34.87% 942%
16 11.322 1569 1570 1573 rVV 230715 154641 6.28% 0.710%
17 11.375 1576 1579 1582 rVB 33695 28507 1.16% ©.131%
18 11.704 1628 1635 1641 rVB3 38233 43696 1.77% ©.201%
19 11.804 1649 1652 1654 rBV 54311 44302 1.80% 0.203%
20 11.839 1654 1658 1663 rVV2 254078 264503 10.74%  1.214%
21 11.916 1668 1671 1673 rVWV 71007 70987 2.88% ©.326%
22 11.939 1673 1675 1680 rVB 43041 34914 1.42% 0.160%
23 12.104 1697 1703 1705 rBV2 30388 30852 1.25% 0.142%
24 12.127 1705 1707 1710 rVB2 38587 32876 1.34% ©.151%
25 12.357 1743 1746 1749 rBV 43958 48365 1.96% ©.222%
26 12.392 1749 1752 1754 rVV2 42960 48702 1.98% 0.224%
27 12.416 1754 1756 1758 rVV 134199 101140 4.11% 0.464%
28 12.439 1758 1760 1765 rVB2 32883 35670 1.45% ©.164%
29 12.516 1768 1773 1777 rBV 279456 275059 11.17% 1.263%
30 12.563 1777 1781 1784 rBV2 30883 36701 1.49% 0.169%
31 12.627 1788 1792 1798 rBV3 62150 90798 3.69% 417%

32 12.745 1806 1812 1815 rBV 258362 271351 11.02%
33 12.898 1834 1838 1841 rBV 1758811 1500135 60.93%
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34 12.969 1845 1850 1853 rBV3 31725 46246  1.88% 212%
35 13.080 1866 1869 1872 rVB 39920 40095 1.63% 184%
36 13.145 1873 1886 1883 rBV3 34691 47563 1.93% 0.218%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135024.D

Acqg On ¢ 31 Aug 2023 01:53

Operator : CG\JU

Sample : 04196-29

Misc . OR-345-COMP-05

ALS Vvial : 12 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
37 13.180 1883 1886 1891 rvv2 38384 43212 1.76% ©.198%
38 13.486 1934 1938 1944 rVB4 22880 34933 1.42% 0.160%
39 13.592 1953 1956 1961 rVB 32366 39060 1.59% 0.179%
40 13.704 1970 1975 1978 rBV3 40211 59162 2.40% 0.272%
41 13.810 1989 1993 2000 rBV3 92634 140380 5.70% ©.645%
42 13.957 2011 2018 2020 rBvV2 727803 815424 33.12% 3.744%
43 13.980 2020 2022 2025 rVB 137663 111540 4.53% ©.512%
44 14.345 2081 2084 2088 rVB 60899 55255 2.24%  0.254%
45 14.380 2088 2090 2093 rvVB2 35028 30174 1.23% 0.139%
46 14.468 2103 2105 2112 rVB3 32535 49689 2.02% 0.228%
47 14.821 2161 2165 2172 rBvV2 65002 81519 3.31% 0.374%
48 14.898 2174 2178 2183 rVB3 34834 47575 1.93% 0.218%
49 14.998 2190 2195 2206 rBV 137185 262721 10.67% 1.206%
50 15.098 2208 2212 2215 rBvV2 27025 45076 1.83% 0.207%
51 15.298 2242 2246 2252 rVB 84057 108755 4.42%  ©.499%
52 15.357 2252 2256 2262 rBV 105495 132867 5.40% 0.610%
53 15.421 2262 2267 2272 rBV 552095 701858 28.51% 3.223%
54 15.915 2347 2351 2358 rBvV2 34036 56771 2.31% 0.261%
55 16.898 2512 2518 2525 rBV3 37736 83255 3.38% 0.382%
56 17.339 2590 2593 2601 rVB2 27730 48607 1.97% 0.223%
Sum of corrected areas: 21778943
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 31 Aug 2023 01:53
¢ CG\JU
: 04196-29

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
BF135024.D

OR-345-COMP-05

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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF135024.D\data.ms

5.404 6.410

7.334

6.769

146 5.004 6.604

0+~
Time-->
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2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF135024.D\data.ms

9.128

12.898
9.251 10.598
8.051 9.810
11.298

111322 11.839 12.5142.7

L 10886 11.375 1170 o

ngm

0
Time-->

10.00 10.50 11.00 11.50 12.00 1250 1300

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF135024.D\data.ms

13.957
15.421

logo
13%5&%1 144386068 141&%;@09‘85@ ’ 15.915 16.898  17.339

Time-->

‘ T ‘ T T ‘ T T ‘ T
1350 1400 1450 1500 1550 1600 16.50 1700 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135024.D

Acqg On ¢ 31 Aug 2023 01:53

Operator : CG\JU

Sample : 04196-29

Misc . OR-345-COMP-05

ALS vial : 12  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 6
R.T. EstConc Area Relative to ISTD R.T.
5.004 2.61 ng 101324  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 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 496 (5.004 min): BF135024.D\data.ms (-492) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 P
83.0 4.60 4.80 5.00 5.20 5.40
0 "‘_"‘_"‘_‘m“u"_“1“_"ww‘r”wuw‘_ m/z 58.95 56.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DAL B B e e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 19.78%
150 349 101.0
0\\\‘\!‘f{‘\\f‘!“[‘\.\\\“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
R RAREE ST
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 13.19%
20.0 101.0
O 2 il T30 850
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R BAARS AR
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.84%
5000
101.0
oL 190 310 | %80 200 860
e e e e 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\BF083023\
Data File : BF135024.D

Acqg On ¢ 31 Aug 2023 01:53

Operator : CG\JU

Sample : 04196-29

Misc . OR-345-COMP-05

ALS vial : 12  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 3.51 ng 136178 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 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 50

4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42

Abundance Scan 768 (6.604 min): BF135024.D\data.ms (-764) (-) m/z 45.00 100.00%

45.0
5000
720 520 6.40 650 8,80 7.0
‘ 89.0 104.0119.1 o to am 21 0o
ob ool i 89010801194 g a0 31.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘HH‘AHH,HH‘HH‘H
6.20 6.40 6.60 6.80 7.00
2900 72.0 m/z 72.00 20.99%
0 \\"]ﬂ.r\q\‘H\H“H\\“\‘M\‘H\\}‘\H\‘!‘\‘\\‘\?\9‘-9\\1‘(\)‘}4'\.\(?\\\\‘\\\\’]‘:\3\5\\.‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #38390: Diethyl carbitol
45.0

SN 1 SN L O U M

6.20 6.40 6.60 6.80 7.00

5000 - m/z 42.95 13.55%
29.0
0 14.0 “\ \“‘\ , 87.0 10‘\’5'0
e e e e e e
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 11.86%
59.0
5000
74.0
O et e e ‘mwm,“/\)‘\wuw
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\BF083023\
Data File : BF135024.D

Acqg On ¢ 31 Aug 2023 01:53

Operator : CG\JU

Sample : 04196-29

Misc . OR-345-COMP-05

ALS vial : 12  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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.251  29.87 ng 1495450  Acenaphthene-d10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 Acetaminophen 151 C8HINO2 000103-90-2 58
4 Metacetamol 151 C8HINO2 000621-42-1 53
5 benzenamine, 3-[(tetrahydro-2H-p... 193 C11H15NO2 1010400-28-1 27
Abundance Scan 1218 (9.251 min): BF135024.D\data.ms (-1213) (-) m/z 43.00 100.00%
43.0
109.1
5000 151.1
R REEEERE
‘ 85.0 9.00 9.20 9.40 9.60
Ot b L1980 h; 100.10  65.27%
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 R R e e e
9.00 9.20 9.40 9.60
69.0 m/z 151.05 38.27%
0 \1\5\.‘0\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“i\mr‘\ “\ ! \“ T 1 T \‘\ T ‘1\9\2\.(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
108.0
R EEEEEE
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 20.27%
B
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 12.28%
5000 151.0
43.0 80.0
miz--> 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\BF083023\
Data File : BF135024.D

Acqg On ¢ 31 Aug 2023 01:53

Operator : CG\JU

Sample : 04196-29

Misc OR-345-COMP-05

ALS vial : 12  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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.839 6.16 ng 264503  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1658 (11.839 min): BF135024.D\data.ms (-1654) (- m/z 43.05 100.00%
43.0 (73.0
- \,J\L
== =
‘ 11.50 12.00
Obrrrprrrel m/z 73.00 97.76%
m/z--> 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 59.95 95.24%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
1
43.0 730
— Py
11.50 12.00
5000 129.0 m/z 57.10 76.06%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid = T
43.0 73.0 11.50 12.00
m/z 41.05 71.50%
5000 129.0
199.0
61 M
O??RhHMHM‘WkmeuwuMM‘HJM‘M_MH_H‘_HW‘HW‘ = e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\

Data File : BF135024.D

Acqg On ¢ 31 Aug 2023 01:53

Operator : CG\JU

Sample : 04196-29

Misc OR-345-COMP-05
ALS vial : 12  Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

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

: 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 6-Octadecenoic acid, methyl... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.416 2.36 ng 101140  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 93
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 90
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 90
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 90

Abundance Scan 1756 (12.416 min): BF135024.D\data.ms (-1754) (- m/z 55.00 100.00%
55.0
5000 87.0 VWNWWWwWMJKJMKAWMMWA
——
12.50
oLl m/z 41.00 61.30%
m/z--> 50 100 150 200 250 300
Abundance #194411: 6-Octadecenoic acid, methyl ester
41.0| 74.0
5000 R
12.50
10.0 264.0 m/z 69.85 58.84%
180.0 222.0 /
W ITE e s
ok “J I = il
m/z--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
—
12.50
5000 87.0 m/z 74.080  52.66%
123.0
00 2220 264.0
0250 ‘H‘H‘H‘Mm\\\ u\”\h \H\ M‘ “ - ‘ — H‘ ‘2‘9‘6"(:
m/z--> 50 1 00 1 50 200 250 300
Abundance #194415: 11-Octadecenoic acid, methyl ester
55.0 12.50
m/z 87.00 43.58%
5000
87.0
i ‘\ 1220 1800 2220 %0505
ok “ }u‘ ‘H\ \‘HH‘\H\‘ i u‘ i g ‘h‘ — ‘
mlz--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135024.D

Acqg On ¢ 31 Aug 2023 01:53

Operator : CG\JU

Sample : 04196-29

Misc

ALS vial : 12  Sample Multiplier: 1

OR-345-COMP-05

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

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 6 Octadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.627 2.23 ng 90798  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 87

2 Undecanoic acid 186 C11H2202 000112-37-8 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 1792 (12.627 min): BF135024.D\data.ms (-1788) (- m/z 43.00 100.00%
43.0 73.0
5000
185.1 241.2 — ——
H 284.° 12.50 13.00
Oty m/z 72.95 91.59%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
43.0 73.0
WYt
5000 R R
1290 12.50 13.00
185.0 a0 284 m/z 57.00 90.38%
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #60691: Undecanoic acid
60.0
—— —
12.50 13.00
500015 o m/z 55.00 82.61%
129.0
‘ 70 186.0
0 m !n‘ “i‘}““‘”!d“‘”“
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid — —
73.0 12.50 13.00
430 m/z 60.00 77 .88%
5000
129.0
185.0 228.0
O bt et e e e e e ety
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135024.D

Acqg On ¢ 31 Aug 2023 01:53

Operator : CG\JU

Sample : 04196-29

Misc . OR-345-COMP-05

ALS vial : 12  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 7 1-Octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.810 3.44 ng 140380  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 92
2 3-Octadecene, (E)- 252 C18H36 007206-19-1 87
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 87
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 87
Abundance Scan 1993 (13.810 min): BF135024.D\data.ms (-1989) (- m/z 57.10 100.00%
57.1
97.0
5000
230.0
— ——
‘ 13.50 14.00
[ — ‘\‘ ‘ h \M H\H \‘h n m‘ u‘\“ 9? Lol m\ . 28?"1 e m/z 43.00 93.30%
m/z--> 50 100 150 200 250 300
Abundance #138521: 1-Octadecene
57.0
97.0
5000 — ——
13.50 14.00
m/z 55.00 81.03%
390
0 T ‘\ ‘\ “‘ T H ‘ L ‘L ‘ “ T 1\8\2\0‘ T \2\5“2.\0\ T ‘ L
m/z--> 50 100 150 200 250 300
Abundance #138525: 3-Octadecene, (E)-
69.0
— ——
13.50 14.00
5000 m/z 83.05 69.47%
29.0 11.0
LU “\ 1 {540 160 22D
m/z--> 50 1 00 1 50 200 250 300
Abundance #261457: Heptadecyl trifluoroacetate T 7
57.0 13.50 14.00
m/z 41.05 57.44%
B M\J&M/N
O \‘ \‘\ \‘ “ ‘ \ \h m 1820 L 23§0 28\30 334(
o e — ——
miz--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135024.D

Acqg On ¢ 31 Aug 2023 01:53

Operator : CG\JU

Sample : 04196-29

Misc . OR-345-COMP-05

ALS vial : 12  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 8 trans-Farnesol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.821 2.32 ng 81519  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Farnesol 222 C15H260 000106-28-5 76
2 Farnesol isomer a 222 C15H260 1000108-92-4 70
3 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 000762-29-8 53

4 2-propenamide, 2-methyl-N-[4-[(m... 254 C11H14N203S 1000401-43-5 50
5 .beta.-Citronellol, chlorodifluo... 268 C12H19C1F202 1000376-20-8 49

Abundance Scan 2165 (14.821 min): BF135024.D\data.ms (-2161) (- m/z 69.00 100.00%
69.0
254.1 Fo e
136.1 14.50 15.00
O bl | | w‘“q i d — ‘19?"1“‘“‘ i 34 /2 8110 58.14%
m/z--> 50 100 150 200 250 300
Abundance #101946: trans-Farnesol
69.0
5000 “ ——
14.50 15.00
m/z 41.05 26.48%
29. 109.0
0L \“\ ‘\“ ‘m\ “HW \““‘H\ ‘\M‘\‘h‘\ 1‘6\‘1.\0\ f ‘2\2\2\0\ LA A N
m/z--> 50 100 150 200 250 300
Abundance #101957: Farnesol isomer a
69.0
— —
14.50 15.00
5000 m/z 254.05 21.97%
09.0
NIRRT e RCE Y R
m/z--> 50 100 150 200 250 300 A
Abundance #151024: 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl falbl ‘M‘ —
69.0 14.50 15.00
m/z 68.10 14.52%
5000
136.0
262.0
ok ‘3?'\ ‘\“‘ ‘\ \“‘h ‘\\H\‘h‘\“‘ m \HH‘ u‘\ el %0‘\4‘0‘ ———————— m na Al
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135024.D

Acqg On ¢ 31 Aug 2023 01:53

Operator : CG\JU

Sample : 04196-29

Misc OR-345-COMP-05

ALS vial : 12  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 9 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.298 3.10 ng 108755 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 95
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
3 Benzo[e]pyrene 252 C20H12 000192-97-2 93
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 91
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
Abundance Scan 2246 (15.298 min): BF135024.D\data.ms (-2242) (- m/z 252.10 100.00%
2521
5000
125.1 15.00 15.50
ol Aoz | w‘h‘ 73 2230 12907 25e.10  30.79%
m/z--> 50 100 150 200 250
Abundance #138551: Perylene
252.0
5000 P, by
15.00 15.50
125.0 m/z 253.10 22.39%
ol17.0_50.0 830 \H 174.0 2220 m
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
m/z--> 50 100 150 200 250
Abundance #138565: Benzo[k]fluoranthene
252.0
T e
15.00 15.50
5000 m/z 125.05 17.19%
126.0
69.0 | “
-~
miz--> 50 100 150 200 250
Abundance #138554: Benzole]pyrene . T
252.0 15.00 15.50
m/z 125.95 11.42%
5000
125.0
0 50.0 83.0 | | 1740 2220 | .
—— e S i
mlz--> 50 100 150 200 250 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135024.D

Acqg On ¢ 31 Aug 2023 01:53

Operator : CG\JU

Sample : 04196-29

Misc . OR-345-COMP-05

ALS Vvial : 12  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-... 5.004 2.6 ng 101324 1 6.769 775996 20.0
Ethanol, 2-(2-e... 6.604 3.5 ng 136178 1 6.769 775996 20.0
2,4,7,9-Tetrame... 9.251 29.9 ng 1495450 3 9.810 1001270 20.0
n-Hexadecanoic ... 11.839 6.2 ng 264503 4 11.298 858556 20.0
6-Octadecenoic ... 12.416 2.4 ng 101140 4 11.298 858556 20.0
Octadecanoic acid 12.627 2.2 ng 90798 5 13.957 815424 20.0
1-Octadecene 13.810 3.4 ng 140380 5 13.957 815424 20.0
trans-Farnesol 14.821 2.3 ng 81519 6 15.421 701858 20.0
Perylene 15.298 3.1 ng 108755 6 15.421 701858 20.0
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