LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133330.D

Acqg On : 10 May 2023 14:55

Operator : CG\JU

Sample : 02719-01 :
Misc : SB-04_0-2 20230509

ALS vial : 6 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133330.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.263 365 370 376 rBV 88029 109872 2.06%  0.285%
2 4.916 476 481 497 rVB 1391473 1834548 34.48% 4.756%
3 5.340 549 553 557 rBV 4525895 4800845 90.22% 12.447%
4 5.728 616 619 628 rBV 179635 154063 2.90% 0.399%
5 6.369 723 728 731 rBV 4593006 4823374 90.64% 12.505%

6 6.722 784 788 791 rBV 1639283 1242130 23.34%
7 7.287 880 884 887 rBV 3192756 3201438 60.16%
8 8.004 1003 1006 1010 rBV 2153777 1728427 32.48%
9 9.086 1185 1190 1193 rBV 5929380 5321327 100.00% 13.

9.757 1300 1304 1308 rBV 2460957 1966214 36.95%

Ui w pH oo w
Y
(o]
iy
R

11 10.469 1421 1425 1429 rBV 349492 272287 5.12%
12 10.545 1434 1438 1451 rBV 2441179 2152506 40.45%
13 11.239 1552 1556 1559 rBV 2321890 1965497 36.94%
14 11.263 1559 1560 1563 rVB 163384 93243 1.75%

PO uUVIiuo®
[
O
[9))
B

15 11.774 1642 1647 1658 rBv2 231302 388548  7.30% 007%
16 12.039 1687 1692 1700 rVB2 113275 169006 3.18% ©0.438%
17 12.451 1759 1762 1765 rVB 122315 99575 1.87% ©.258%
18 12.557 1775 1780 1793 rBV3 189028 437909 8.23% 1.135%
19 12.680 1798 1801 1803 rVB 86573 84040 1.58% 0.218%
20 12.827 1822 1826 1830 rBV 4780352 4841844 90.99% 12.553%
21 13.751 1978 1983 1992 rBV3 146946 374685 7.04% 0.971%
22 13.874 2000 2004 2008 rBV 1287664 1176812 22.12%  3.051%
23 14.051 2032 2034 2039 rVB3 59767 56817 1.07% 0.147%
24 14.357 2084 2086 2089 rVB 71975 60275 1.13% ©.156%
3.

25 15.298 2242 2246 2250 rBV 1090893 1215804 22.85%

Sum of corrected areas: 38571086
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 May 2023 14:55
¢ CG\JU
. 02719-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
BF133330.D

SB-04_0-2_20230509

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF133330.D\data.ms

5.340 6.369

7.287

6.722
4.916

4.263 5.728

0
Time-->

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

5000000

4000000

3000000

2000000

1000000

TIC: BF133330.D\data.ms
9.086

12.827

9.757 10.545
8.004 11.239

0
Time-->

L 104 11,263 1117412030 12%45%5%s Lw
o~
— e

7 T
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF133330.D\data.ms

13.874 15.298

13.751/14.051 14.357

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\

BF133330.D
: 10 May 2023 14:55
: CG\JU
: 02719-01
: 6 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

SB-04_0-2_20230509

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.916 29.54 ng 1834550 1,4-Dichlorobenzene-d4 6.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 481 (4.916 min): BF133330.D\data.ms (-476) (-) m/z 43.00 100.00%
5000
101.1 SEEEEE L R ——
‘ 4.60 4.80 5.00 5.20
Ol tt®0 2068 /7 59.05  54.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R IR B
4.60 4.80 5.00 5.20
m/z 101.10 19.46%
101.0
0\\\\‘\“\H\\“H\\\\‘\7\-\0\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
TR
4.60 4.80 5.00 5.20
5000 m/z 58.05 14.96%
101.0
Jdzo )l 7o |
‘“w"H"‘H"H“‘H"H“‘H“_“‘_“w“‘w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0 4.60 4.80 5.00 5.20

m/z 41.05 9.01%

5000 K

20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133330.D

Acqg On : 10 May 2023 14:55

Operator : CG\JU

Sample : 02719-01 :
Misc SB-04_0-2 20230509

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.728 2.48 ng 154063 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 12
3 d-Arabinal 116 C5H803 000496-61-7 12
4 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 12
5 3-Methoxy-3-methylbutanol 118 C6H1402 056539-66-3 12
Abundance Scan 619 (5.728 min): BF133330.D\data.ms (-616) (-) m/z 42.95 100.00%

43.0 730
5000
A
115.1 5.40 5.60 5.80 6.00

Obrerrrerelle e b 2089y 73,05 86.71%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-

5000 UL L R RN R |
5.40 5.60 5.80 6.00
m/z 115.10 10.91%
115.0
O ?‘\5\.‘0\‘{‘\\““}‘\\‘}‘\\\‘\‘\\\\}\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9203: 1,3-Dioxolane, 2-propyl-
73.0
L
5.40 5.60 5.80 6.00
5000 m/z 41.05 10.74%
45.0
Ll 115.0
0 it i e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9090: d-Arabinal e
73.0 5.40 5.60 5.80 6.00
m/z 39.00 7.73%
5000
43.0
| h\ I 150
Ob e e b ey
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133330.D

Acqg On : 10 May 2023 14:55

Operator : CG\JU

Sample : 02719-01 :
Misc SB-04_0-2 20230509

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.469 2.77 ng 272287  Acenaphthene-die 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 Benzoyl bromide 184 C7H5Bro 000618-32-6 47
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
Abundance Scan 1425 (10.469 min): BF133330.D\data.ms (-1421) (| m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
e
10.50
152.1
O e 3288 R L2097 sr 77,05 64.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 U
10.50
510 m/z 182.10  52.21%
G270 || 12601520
\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
e
77.0 10.50
5000 m/z 51.00 27.21%
51.0
A N e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59334: Benzoyl bromide -
105.0 10.50
m/z 106.10 8.37%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133330.D

Acqg On : 10 May 2023 14:55

Operator : CG\JU

Sample : 02719-01 :
Misc SB-04_0-2 20230509

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.775 3.95 ng 388548 Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 78

Abundance Scan 1647 (11.774 min): BF133330.D\data.ms (-1642) (- m/z 43.05 100.00%

43.0 73.0
5000 1290

213.2 :
15‘711852 ‘ 256.1 11.50 12.00
|

o“w‘uwhm“c m/z 73.00  94.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T T R
11.50 12.00

m/z 60.00 90.32%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
g

—
11.50 12.00
5000 129.0 m/z 57.10 80.01%
171.0
214.0
0150?
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #109279:Tenadecan0k:add — —
73.0 11.50 12.00
43.0 m/z 55.10 74.70%
5000 129.0
185.0
|
0%?9W“MﬁwﬂmWkﬁﬁwuLMWHHMA‘MHWHH‘WHMHW‘ T —
m/z--> 20 40 60 80 100120 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\BF051023\
Data File : BF133330.D

Acqg On : 10 May 2023 14:55

Operator : CG\JU

Sample : 02719-01 :
Misc SB-04_0-2 20230509

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.557 7.44 ng 437909  Chrysene-d12 13.874
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 1780 (12.557 min): BF133330.D\data.ms (-1775) (- m/z 43.10 100.00%
43.1

%

5000
185.2 241.2
284.3 12.50
- m/z 60.00  79.38%
m/z--> 0 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0
5000 — |
129.0 12.50
3.0 ’ 284.0 m/z 73.00 78.50%
L, T 24
O \‘r H‘ \“‘”\”h“ ‘“h ‘} \‘ T by \‘ T “ T \‘ T \‘\ |

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

%

43.0
12.50
m/z 57.05 70.84%
5000 284.0 /
3.0 129.0
‘ 1850 2410
o) M \‘H‘u MMMH“H M\ uf \‘\‘ ‘\ “‘ | ‘\‘\‘ “ - “‘ R ‘3‘7‘2"
m/z--> 0 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid — ‘
73.0 12.50
m/z 55.00 69.78%
5000 129.0
29.0
‘ 199.0 242 0
OH“H‘ ! e
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\BF051023\
Data File : BF133330.D

Acqg On : 10 May 2023 14:55

Operator : CG\JU

Sample : 02719-01 :
Misc SB-04_0-2 20230509

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1-Tetracosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.751 6.37 ng 374685 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 99
2 Cyclotetracosane 336 C24H48 000297-03-0 98
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 1983 (13.751 min): BF133330.D\data.ms (-1978) (- m/z 57.10 100.00%

57.1
5000 111

T
13.50 14.00

ol AL L 20722001 2501296.0 3461 399 " 43 10 99.88%
miz--> 50 100 150 200 250 300 350 400
Abundance #244231:; 1-Tetracosene
5000 e —
13.50 14.00

m/z 83.10  92.35%

0 \“\ ‘ "\“‘ i ‘H‘ “L ]“L‘ ‘“ “\‘\8\2\? LI R AR \3\3\6\?\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #244233: Cyclotetracosane
83.0

T
13.50 14.00

41.0
5000 3360 m/Z 55 . 09 99. 5900
25.0
L geromo0 20,
0 “Whp‘wu‘ ‘ “‘“NHN“ G
m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcohol T —
83.0 13.50 14.00

m/z 69.10 81.76%

41.0
5000
25.0

0 \‘\ 1 \“ ‘\ \‘\ ]ﬂ67 0210 0 280.0
\\\\’\\\‘ L L L L B I — I —
m/z--> 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\BF051023\
Data File : BF133330.D

Acqg On : 10 May 2023 14:55

Operator : CG\JU

Sample : 02719-01 :
Misc : SB-04_0-2 20230509

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-... 4.916 29.5 ng 1834550 1 6.722 1242130 20.0
2-Pentanone, 4-... 5.728 2.5 ng 154063 1 6.722 1242130 20.0
Benzophenone 10.469 2.8 ng 272287 3  9.757 1966210 20.0
n-Hexadecanoic ... 11.775 4.0 ng 388548 4 11.239 1965500 20.0
Octadecanoic acid 12.557 7.4 ng 437909 5 13.874 1176810 20.0
1-Tetracosene 13.751 6.4 ng 374685 5 13.874 1176810 20.0
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