LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135144.D

Acqg On : 07 Sep 2023 20:46

Operator : CG\JU

Sample : 04256-09

Misc . MW-8R-4R-9

ALS Vvial : 20 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: BF135144.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 14 rVB 36512 46176  2.13% 0.284%
2 5.004 493 496 506 rVB 38547 47144 2.18% 0.290%
3 5.404 560 564 575 rBV 2294512 2139539 98.90% 13.155%
4 6.416 731 736 755 rVB 2211339 2129459 98.43% 13.093%
5 6.604 765 768 781 rBV 79831 79704 3.68% 0.490%
6 6.769 793 796 8600 rBV 771934 612724 28.32% 3.767%
7 7.334 885 892 895 rBV 1541650 1357036 62.73%  8.344%
8 8.051 1010 1014 1017 rBV 970527 802639 37.10% 4.935%
9 9.128 1193 1197 1200 rBV 2558258 2163329 100.00% 13.301%
10 9.245 1213 1217 1220 rBV 31182 29518 1.36% 0.181%
11  9.804 1309 1312 1316 rBV 899845 812472 37.56%  4.995%
12 10.598 1443 1447 1459 rBV 1430863 1267933 58.61% 7.796%
13 10.722 1463 1468 1472 rVV2 33710 44132 2.04% 0.271%
14 11.298 1562 1566 1569 rBV 834390 687286 31.77% 4.226%
15 11.322 1569 1570 1574 rVB 61130 36265 1.68% 0.223%
16 11.839 1654 1658 1663 rBV 349542 344979 15.95% 2.121%
17 12.516 1770 1773 1777 rBV 99869 92398 4.27% 0©.568%
18 12.627 1788 1792 1804 rBV 167157 197820 9.14% 1.216%
19 12.745 1807 1812 1815 rVV 88447 80944 3.74% 0.498%
20 12.898 1834 1838 1841 rBV 1692869 1395851 64.52%  8.582%
21 13.327 1909 1911 1916 rBV2 49394 62196 2.88% ©0.382%
22 13.368 1916 1918 1923 rVB3 28246 34465 1.59% 0.212%
23 13.445 1928 1931 1934 rVB 47152 36400 1.68% 0.224%
24 13.739 1978 1981 1984 rBV2 64270 66760 3.09% 0.410%
25 13.815 1990 1994 2000 rBV3 89120 129284 5.98% 0.795%
26 13.957 2011 2018 2021 rBV 521970 599165 27.70% 3.684%
27 14.133 2045 2048 2056 rBv4 27012 41545 1.92% ©0.255%
28 14.439 2097 2100 2102 rBvV2 30113 27293 1.26% 0.168%
29 14.745 2149 2152 2155 rVB2 32627 34640 1.60% 0.213%
30 14.998 2191 2195 2198 rBV 42407 70775 3.27% 0.435%
31 15.080 2206 2209 2215 rBV2 36625 47139  2.18% ©0.290%
32 15.357 2254 2256 2261 rVB 31446 41263 1.91% 0.254%
33 15.427 2263 2268 2271 rBV 388834 496735 22.96% 3.054%
34 15.909 2347 2350 2355 rBV2 36550 52347 2.42% 0.322%
35 16.121 2383 2386 2393 rVB7 38544 71731  3.32% 0.441%
36 16.421 2433 2437 2444 rVB3 44114 85160 3.94% 0.524%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135144.D

Acqg On : @7 Sep 2023 20:46

Operator : CG\JU

Sample : 04256-09

Misc . MW-8R-4R-9

ALS Vvial : 20 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
Sum of corrected areas: 16264246
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090723\

BF135144.D

: @7 Sep 2023 20:46
¢ CG\JU
: 04256-09

Sample Multiplier:

1

MW-8R-4R-9

: 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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Data Path :

Data File : BF135144.D

Acqg On : @7 Sep 2023 20:46
Operator : CG\JU

Sample : 04256-09

Misc

ALS Vvial : 20 Sample Multipli

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters: LSCI

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090723\

er: 1

: C:\Database\NIST20.L

NT.P

MW-8R-4R-9

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

Peak Number 1

Ethanol, 2-(2-ethoxyethoxy)-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
6.604 2.60 ng 79704  1,4-Dichlorobenzene-d4 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-ethoxyethoxy)-

134 C6H1403

2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804

3 Ethanol, 2-(2-methoxyethoxy)-
4 2-Butanol

5 2-Propanol, 1-(1-methylethoxy)-

120 C5H1203
74 C4H100
118 C6H1402

000111-90-0 83
000112-50-5 72
000111-77-3 45
000078-92-2 45
003944-36-3 39

Abundance Scan 768 (6.604 min): BF135144.D\data.ms (-765) (-)
48.0

m/z 45.00 100.00%

5000
72.0 E‘Hhu‘w‘u‘_‘;‘u
“ ‘ h 103.0 6.20 6.40 6.60 6.80 .000
01—l m/z 59.00 32.57%
miz--> 20 40 60 80 100 120 140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 R e R
6.20 6.40 6.60 6.80 7.00
290 72.0 m/z 72.00 18.93%
O “ \H‘\ T “h\‘\ T }‘\ T M‘\ ‘8\8\.(\)\1‘0‘}4.\0\ T \1:\35\‘0\ T
m/z--> 20 40 60 80 100 120 140
Abundance #53406: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
R BARRARAREE
6.20 6.40 6.60 6.80 7.00
5000 m/z 42.95 14.95%
o B0 LT 190 s
et
m/z--> 20 40 60 80 100 120 140
Abundance #10526: Ethanol, 2-(2-methoxyethoxy)- Rmmas
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.00 11.18%
5000
29.0
o
mlz--> 20 40 60 80 100 120 140 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 : BF135144.D

Acqg On : @7 Sep 2023 20:46

Operator : CG\JU

Sample : 04256-09

Misc MW-8R-4R-9

ALS Vvial : 20 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 10.04 ng 344979  Phenanthrene-d10 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 93
4 Undecanoic acid 186 C11H2202 000112-37-8 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91
Abundance Scan 1658 (11.839 min): BF135144.D\data.ms (-1654) (- m/z 73.00 100.00%
43.1 73.0
5000 129.0 ﬂ\
213.2 - —
| ‘ H‘ 1571 185.1 ‘ 256.1 11.50 12.00
Ol i u”“”w”mw nuw“‘w“_“m_Mwmwm“_ m/z 60.00 91.18%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
157.01g5,02130  256.0 m/z 43.10 90.50%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
= s
43.0 11.50 12.00
5000 129.0 m/z 41.05 74.87%
171.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid = T
43.0 73.0 11.50 12.00
m/z 55.05 74.76%
5000 129.0
s ) s T
O??RhHMHM‘WkmeuwuMM‘HJM‘M_MH_H‘_HW‘HW‘ e 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\BF@90723\
Data File : BF135144.D

Acqg On : @7 Sep 2023 20:46

Operator : CG\JU

Sample : 04256-09

Misc MW-8R-4R-9

ALS Vvial : 20 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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.627 6.60 ng 197820  Chrysene-di2 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1792 (12.627 min): BF135144.D\data.ms (-1788) (-] | m/z 43.10 100.00%
431
5000
185.1 2412 - ——
284 12.50 13.00
[op— m/z 73.60 97.77%
m/z--> 50 100 150 200 250 300 350
Abundance #1 79089: Octadecanoic acid
5000 129.0 U e
12.50 13.00
185.0 541 0 284.0 m/z 57.10 80.71%
0' \Hm“\““\‘““‘“‘\“““““““““
m/z--> 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
3.0
— ——
12.50 13.00
5000 129.0 m/z 60.00 78.85%
29.
9( 19902420
oL ‘L‘ H‘ “\\H“wh\\\ u‘\‘u} ‘ \‘ L, “ “ L ‘ S
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e e sy
43.0 12.50 13.00
m/z 55.00 75.34%
5000 284.0
3.0 1290
1850 2410
0 \‘\M uhH M\u \‘\‘ ‘\“‘\‘ ‘\‘\‘ “ “““““‘:3‘7‘2‘-' — —
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135144.D

Acqg On : @7 Sep 2023 20:46

Operator : CG\JU

Sample : 04256-09

Misc . MW-8R-4R-9

ALS Vvial : 20 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 unknownl3.327 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.327 2.08 ng 62196 Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-[4-(1-buten-3-... 204 C13H1602 1010162-33-3 30
2 1,3-Cyclopentadiene, 5-(trans-2-... 146 C11H14 079209-36-2 27
3 Benzeneacetaldehyde, .alpha.-2-p... 160 C11H120 024401-36-3 27
4 3-Chlorotricyclo[5.2.1.0(4,8)]de... 166 C1leH11Cl 074876-43-0 25
5 2-Hydroxy-N-(1,2,3,4-tetrahydron... 233 C14H19NO2 1209174-96-8 25

Abundance Scan 1911 (13.327 min): BF135144.D\data.ms (-1909) (- m/z 90.95 100.00%

91.0 1771
131.0
5000 2071
57.0 o7
e —r
‘\ 1l m H 217 o 22 9
Y 1 7 8 0. m/z 177.05  91.64%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance  #79930: Propanoic acid, 2-[4-(1-buten-3-yl)phenyl]-
131.0
159.0
5000
204.0 13.00 13.50
550 91,0 m/z 131.00  76.99%

27\\0\\\\ H‘ A ‘ \‘ H M A |

m/z--> 20 40 60 80 100120 140160 180 200220240260

Abundance #25068: 1,3-Cyclopentadiene, 5-(trans-2-ethyl-3-methylc
131.0

o

91.0

=

13.00 13.50
5000 m/z 207.10  36.70%

39.0

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance  #36184: Benzeneacetaldehyde, .alpha.-2-propenyl-

o

.

91.0 13.00 13.50
131.0 m/z 57.00 31.54%
5000
39.0
L] e
A T e
m/z—-> 20 40 60 80 100120 140 160 180 200 220 240 260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135144.D

Acqg On : @7 Sep 2023 20:46

Operator : CG\JU

Sample : 04256-09

Misc . MW-8R-4R-9

ALS Vvial : 20 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 6 unknownl13.739 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.739 2.23 ng 66760  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Quinoxalin-2-amine 145 C8H7N3 005424-05-5 49
2 1-Naphthalenemethanol, 1,2,3,4-t... 176 C12H160 036052-28-5 49
3 2-Quinazolinamine 145 C8H7N3 001687-51-0 49
4 Isoquinoline, 2-oxide 145 C9H7NO 001532-72-5 47
5 4-(1H-Imidazol-2-yl)pyridine 145 C8H7N3 021202-42-6 47
Abundance Scan 1981 (13.739 min): BF135144.D\data.ms (-1978) (- m/z 145.00 100.00%
145.0
91.0
5000
176.1
41.0 246.2 A, e P
‘ ‘ H ‘ ‘ ‘ 2771 13.50 14.00
0 g i Il \‘\H‘MMH ‘M;\ ‘\H\“\H‘h ol }297‘1‘ b \‘ — L“ m/z 91.05 76.83%
m/z--> 50 100 150 200 250
Abundance #24817: Quinoxalin-2-amine
145.0
5000 —— e
13.50 14.00
400 910 m/z 118.05 32.25%
0 T T T ‘!‘M l‘ ‘\“ \“‘\ 1‘ “ T H\ T \H‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #50946: 1-Naphthalenemethanol, 1,2,3,4-tetrahydro-8-me
145.0
13.50 14.00
5000 m/z 176.10  27.51%
18‘.0 77.0 115.0m ‘ 176.0
oL+ H\“ “\ ‘h A \‘ L ““d‘ il ‘hh‘ T ——
miz--> 50 100 150 200 250
Abundance #24815: 2-Quinazolinamine
145.0 13.50 14.00
m/z 246.20  24.72%
5000
50.0 91"0
) v Y A N —
miz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135144.D

Acqg On : @7 Sep 2023 20:46

Operator : CG\JU

Sample : 04256-09

Misc . MW-8R-4R-9

ALS Vvial : 20 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 Octadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.816 4.32 ng 129284  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
4 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 1994 (13.815 min): BF135144.D\data.ms (-1990) (-] ' m/z 57.10 100.00%
57.1
2000 WMM
111.1
— —
13.50 14.00
217.0
0 (1 116602170 2809 m/z 43.10  72.60%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275085: Octadecy! trifluoroacetate
57.0
5000 — —
11.0 13.50 14.00
m/z 55.05 66.64%
0 J I H “ 1 “\ | 1\618 02240 297 0348 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326112: Heptadecyl heptafluorobutyrate
57.0
— —
13.50 14.00
5000 m/z 83.10 65.06%
111.0
169.0
oL | L0 280 swo
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #339188: Heneicosyl heptafluorobutyrate “ T
57.0 13.50 14.00
m/z 97.10 54.02%
5000 111.0 NJ\W
oL ‘ |11,18902920 294.0 4901
""mw"Wm"m‘mWm_m_m_m‘ P —
mlz--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135144.D

Acqg On : @7 Sep 2023 20:46

Operator : CG\JU

Sample : 04256-09

Misc MW-8R-4R-9

ALS Vvial : 20 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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.910 2.11 ng 52347  Perylene-d12 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
3 Pentadecane 212 C15H32 000629-62-9 78
4 Heneicosane 296 C21H44 000629-94-7 78
5 Tridecane 184 C13H28 000629-50-5 60
Abundance Scan 2350 (15.909 min): BF135144.D\data.ms (-2347) (- m/z 57.05 100.00%
57.0
5000 MM
—
L] H ‘1410 182.0220.9 262.9 3181 16.00
0 P }‘h | m‘\ \\M HH‘H‘ ‘u\‘mu\ il Lk il ‘i‘ A \‘\u g i gy w‘u TIT m/Z 71.05 62.47%
m/z--> 0 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
5000 T
16.00
m/z 43.10 61.39%
‘ L ‘ \ T \ \ T T ‘ T \ T ‘ T T T ‘ L
m/z--> 0 50 100 150 200 250 300
Abundance #194594: Eicosane, 2-methyl-
57.0
—
16.00
5000 m/z 85.05 36.17%
99. 1410 253.0
g0 LIS oo o
m/z--> 0 50 100 150 200 250 300
Abundance #90189: Pentadecane —
57.0 16.00
m/z 55.10 28.35%
5000 MMW
99.0
oL sl [ 10 2120 -
m/z--> 0 50 100 150 200 250 300 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135144.D

Acqg On : @7 Sep 2023 20:46

Operator : CG\JU

Sample : 04256-09

Misc . MW-8R-4R-9

ALS Vvial : 20 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 10 unknownl6.121 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.121 2.89 ng 71731  Perylene-di12 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3-Cyano-6-ethyl-5-methyl-pyridi... 264 C13H16N202S 1000300-45-4 22
2 thiazolo[5,4-b]pyridin-2-amine, ... 191 C9HSN3S 1000400-23-3 20
3 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 20
4 3-(5-Fluoro-1,3-dioxo-1,3-dihydr... 237 C11H8FNO4 1000278-27-9 18
5 Anthracene, 9-ethyl- 206 Cl6H14 000605-83-4 14
Abundance Scan 2386 (16.121 min): BF135144.D\data.ms (-2383) (- m/z 191.10 100.00%
1911
81.1
5000
137.0 — —
379 237.0 287.0 383.2 16.00 16.50
0! m/z 81.10 79.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #152590: (3-Cyano-6-ethyl-5-methyl-pyridin-2-ylsulfanyl)-
191.0
5000 —— ——
16.00 16.50
m/z 67.00 47.73%
39.0 118.0 264.0
0k \“?”‘“"h -l ‘}‘ “\M\ f \“‘] — ““ \“\ T \‘\ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #66125: thiazolo[5,4-b]pyridin-2-amine, N-2-propen-1-yl-
191.0
—— ——
16.00 16.50
5000 m/z 109.05  44.32%
39.0 123.0
82. ‘
0 -l \U\’HHM\U ‘\‘H‘?\\‘N} \“\ ‘MH‘ \"“ \‘\‘\‘wh‘ \‘ R AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #82837: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1 — —
191.0 16.00 16.50
m/z 177.10  42.79%
5000 43.0
123.0
ol L |
miz--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135144.D

Acqg On : @7 Sep 2023 20:46

Operator : CG\JU

Sample : 04256-09

Misc MW-8R-4R-9

ALS Vvial : 20 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 11 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.421 3.43 ng 85160  Perylene-di12 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 72
3 1-Iodoundecane 282 C11H23I 004282-44-4 68
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 64
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 64
Abundance Scan 2437 (16.421 min): BF135144.D\data.ms (-2433) (- m/z 57.05 100.00%
57.0
5000 thrﬂ
155.2 16.50
h \‘\H 5 \2070243128103162 520
0Ll pl h i \u I dm \HH‘H‘ bkl g I iy m/z 71.00 48.80%
m/z--> 50 100 150 200 250 300
Abundance #246483: Tetracosane
57.0
5000 T
16.50
990 m/z 43.05 48.00%
410
ol UL 180 1890 2250 50
m/z--> 50 100 150 200 250 300
Abundance #188718: Sulfurous acid, butyl undecyl ester
57.0
——
16.50
5000 m/z 85.10 44.90%
99.0
155.0
o mk Ay o200
m/z--> 100 150 200 250 300
Abundance #175097: 1-lodoundecane T
57.0 16.50
m/z 55.10 27.77%
99.0 1550
o150 L aero a0 -
miz--> 50 100 150 200 250 300 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90723\
Data File : BF135144.D

Acqg On : @7 Sep 2023 20:46

Operator : CG\JU

Sample : 04256-09

Misc . MW-8R-4R-9

ALS Vvial : 20 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 2.6 ng 79704 1 6.769 612724 20.0
n-Hexadecanoic ... 11.839 10.0 ng 344979 4 11.298 687286 20.0
Octadecanoic acid 12.627 6.6 ng 197820 5 13.957 599165 20.0
unknown13.327 13.327 2.1 ng 62196 5 13.957 599165 20.0
unknown13.739 13.739 2.2 ng 66760 5 13.957 599165 20.0
Octadecyl trifl... 13.816 4.3 ng 129284 5 13.957 599165 20.0
Eicosane 15.910 2.1 ng 52347 6 15.427 496735 20.0
unknownl6.121 16.121 2.9 ng 71731 6 15.427 496735 20.0
Tetracosane 16.421 3.4 ng 85160 6 15.427 496735 20.0

8270-BF083023.M Fri Sep 08 13:15:15 2023 Pag 13



