LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\
Data File : BF138841.D

Acqg On : 07 Aug 2024 14:34

Operator : RC/JU

Sample : P3450-01 :
Misc : 921-J-WPO0-0.25-080124

ALS vial : 9 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138841.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 3 8 14 rVB 1483612 2263900 100.00% 22.516%
2 5.057 499 504 513 rVB 25878 36062 1.59% 0.359%
3 5.469 569 574 599 rBB 428196 567152 25.05% 5.641%
4 5.716 612 616 623 rBV 24601 30740 1.36% 0.306%
5 6.481 741 746 758 rBV 252691 347579 15.35% 3.457%

6 6.839 802 807 812 rBV 208915 257328 11.37% 2

7 7.404 897 903 908 rBV 695680 942504 41.63% 9.374%

8 8.116 1019 1024 1030 rBV 265608 346309 15.30% 3

9 8.433 1070 1078 1093 rBV 39420 63083 2.79% o
9.192 1201 1207 1212 rBV 1331183 1712254 75.63% 17.030%

11 9.869 1317 1322 1332 rVB 310109 389709 17.21% 3
12 10.663 1451 1457 1466 rBV 702951 912994 40.33% 9
13 11.357 1570 1575 1586 rBV 294152 364152 16.09%  3.622%
14 11.880 1659 1664 1675 rBV3 22620 43764 1.93% ©
2

15 12.939 1838 1844 1849 rBV 1002304 1267287 55.98% 12.604%

16 13.468 1928 1934 1940 rBV 23592 34058 1.50% 0.339%

17 13.845 1992 1998 2011 rBV3 17293 44095 1.95% 0.439%

18 13.992 2018 2023 2031 rVB 151864 200992 8.88% 1.999%

19 15.457 2266 2272 2281 rVB 133595 202840 8.96% 2.017%

20 16.339 2415 2422 2434 rBV9 7858 27679 1.22% 0.275%
Sum of corrected areas: 10054481
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 07 Aug 2024 14:34
: RC/JU
: P3450-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\
BF138841.D

921-J-WPO0-0.25-080124

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

Time-->

O,

TIC: BF138841.D\data.ms
140

7.404

5.469

6.481 6.839

5.057 5.716

VAN
L L L L L L I L L L L B L L B B

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

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF138841.D\data.ms

9.192

12.939

10.663

8.116 9.869 11.357

8.433 L
o 11.880

0
Time-->

P T T —T —T — 4 —T .
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

[ L3468 13.845A 16.339

TIC: BF138841.D\data.ms

13.992 15.457

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\
Data File : BF138841.D

Acqg On : 07 Aug 2024 14:34

Operator : RC/JU

Sample : P3450-01 :
Misc : 921-J-WPO0-0.25-080124

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.140 175.95 ng 2263900 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 8 (2.140 min): BF138841.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
R AAERREES SR
‘ J 88.0 2.202.302.402.50
Ol ooy il B8L LL 880wz a3.10  45.73%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 L R B I R R
43.0 2.202.302.402.50
‘ m/z 55.10  31.48%
27.0 8%.0
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0

2.202.302.402.50

5000 55.0 m/z 87.10 26.94%
39
0 I ‘ \ H‘ 88.0 1120 129.0
b Ll TR, 112.0 1290
m/z--> 0 20 40 80 100 120

Abundance #2246: S|Iane, tetramethyl- R ARRRR s

73.0 2.202.302.402.50

m/z 41.10 15.23%
5000
43.0
0 15\.0 \‘\ H 1l ‘\ 880

e i ,,“ AR AR ARaEE

m/z--> 0 20 80 100 120 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\
Data File : BF138841.D

Acqg On : 07 Aug 2024 14:34

Operator : RC/JU

Sample : P3450-01 :
Misc : 921-J-WPO0-0.25-080124

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.057 2.80 ng 36062 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 504 (5.057 min): BF138841.D\data.ms (-499) (-) m/z 43.05 100.00%

43.0
59.1
5000
o 480500520540
ool we
o+ttt m/z 59.10 57.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L L B
59.0 4.80 5.00 5.20 5.40
m/z 101.10  18.51%
O\\\’\\\\‘\\1‘:3“?‘-\-\0\\“‘}{\\‘\\}\‘\\\\‘\\\\8‘:\)"\.(\)\’\\\]-\0‘]\"\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate
43.0
e RAARNEEAEE
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.17%
58.0
15‘.0 27.0 ! 72.0 100.0
ottt
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime T ERRREEEE S
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.70%
5000
101.0
ol 120 310 | °80 700 86,0
R AL SR e RARREEEIEY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

8270-BF073024.M Thu Aug 08 13:15:19 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\
Data File : BF138841.D

Acqg On : 07 Aug 2024 14:34

Operator : RC/JU

Sample : P3450-01 :
Misc 921-J-WPO0-0.25-080124

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Cyclohexanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.716 2.39 ng 30740 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 95
2 2H-Imidazol-2-one, 1,3-dihydro-4... 98 C4H6N20 001192-34-3 59
3 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 52
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 47
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 43
Abundance Scan 616 (5.716 min): BF138841.D\data.ms (-612) (-) m/z 55.10 100.00%
55.1
42.1
5000
98.1
69.1 T T T T
| | | 83.1 5.40 5.60 5.80 6.00
BT M S AN m/z 42.10  73.74%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3561: Cyclohexanone
42.0 55.0
5000 \\‘\[\\\\‘\\\\‘\\\\’\\\\‘
27.0 98.0 5.40 5.60 5.80 6.00
69.0 m/z 41.1@  35.82%
LN | O T e
O\\’\\‘\\‘\\\\‘\\\l‘ \\\i‘\‘\\\‘\\\\‘\\\\i\\\\‘\\\\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3433: 2H-Imidazol-2-one, 1,3-dihydro-4-methyl-
42.0
e e
5.40 5.60 5.80 6.00
5000 98.0 m/z 98.10  34.45%
56.0 69.0
Hm i Wy 83.0 ‘\
Ol et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3637: Cyclopentanone, 2-methyl- s EARmmEEs ST
42.0 5.40 5.60 5.80 6.00
55.0 m/z 39.10  28.94%
98.0
5000 69.0
27.0
0
0H,\m‘ul\“uw"\\qu‘lm‘H\\‘\m{\‘uwmu“uu A
m/z--> 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\

Data File : BF138841.D

Acqg On : 07 Aug 2024 14:34

Operator : RC/JU

Sample : P3450-01 :
Misc . 921-J-WPO0-0.25-080124

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1-Phenoxypropan-2-ol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.433 3.64 ng 63083  Naphthalene-d8 8.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 Benzene, (1,1-dimethylethoxy)- 156 C1eH140 006669-13-2 53
Abundance Scan 1078 (8.433 min): BF138841.D\data.ms (-1070) (-) m/z 94.10 100.00%
94.1
5000
77.0 A
51.0 _ R EEERRERESE
‘ ‘ ‘ ‘ ‘ ‘ ‘ 119 0 1521 8.20 8.40 8.60 8.80
ob— uM mum“ el T m/z 77.00  28.68%
miz--> 20 80 100 120 140
Abundance #30117 l Phenoxypropan -2-0
94.0
5000 L L I L LI L B
8.20 8.40 8.60 8.80
7.0 1520  m/z 78.10 17.88%
45.0 ‘
O\\\\‘2\7\9\\““\‘\“\\“\H\\\“‘\\\‘\‘\!\J-]\-g‘\o\\\‘\\\‘\‘
m/z--> 20 80 100 120 140
Abundance #30139:1—Propano|3—phenoxy—
94.0
A RAEEmEEREE R
8.20 8.40 8.60 8.80
5000 m/z 51.00 16.68%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19879: Ethanol 2-phenoxy- | B R
94.0 8.20 8.40 8.60 8.80
m/z 45.10 16.67%
5000
77.0 138.0
i ) \ \ |
m/z--> 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\
Data File : BF138841.D

Acqg On : 07 Aug 2024 14:34

Operator : RC/JU

Sample : P3450-01 :
Misc : 921-J-WPO0-0.25-080124

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.880 2.40 ng 43764  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 1664 (11.880 min): BF138841.D\data.ms (-1659) (- m/z 43.05 100.00%
43.0
73.0
5000
129.0
213.1
\‘ ‘ | h“ | 157.1185.1 2561 1150 12,00
obrero LM HW“‘_Hwww‘_‘wm‘_mwl_ m/z 73.00  83.99%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 —0p h
11. 50 12.00
167.0 145 02130 256.0 m/z 57.10 77 .87%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid
430 730
W Al e
11. 50 12 00
5000 129.0 m/z 55.00 71.50%
199.0 242.0
1T W
NI A P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109283: Tetradecanoic acid
73.0 11. 50 12 00
m/z 60.00 71.19%
43.0
5000 129.0
185.0
228.0
AL | psro |
0 _m_mw‘_w‘wmH_Ju:_uh“wwwmwwwww‘_
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\BF080724\
Data File : BF138841.D

Acqg On : 07 Aug 2024 14:34

Operator : RC/JU

Sample : P3450-01 :
Misc : 921-J-WPO0-0.25-080124

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Hexanedioic acid, mono(2-et... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.469 3.39 ng 34058 Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 59
2 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 38
3 Adipic acid, 3-hexyl isobutyl ester 286 C16H3004 1000353-62-2 38
4 Dichloroacetic acid, 2-octyl ester 240 C10H18C1202 096980-53-9 35
5 Carbonic acid, 2-ethylhexyl octy... 286 C17H3403 1000383-13-5 35
Abundance Scan 1934 (13.468 min): BF138841.D\data.ms (-1928) (- m/z 129.05 100.00%
129.1
57.0
5000
83.0 A
W s
ool Al b L 2970z 57,05 59.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #145541: Hexanedioic acid, mono(2-ethylhexyl)ester
129.0
70.0
5000 410 \ﬁm/\‘“\/\f\ :
101 13.50
m/z 55.00 50.00%
0 Ll \‘ “H Aol 2570 1990
‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #234676: Carbonic acid, 2-ethylhexyl undecy! ester

57.0
P
13.50
5000 112.0 m/z 71.18  39.32%
83.0
290 154.0
0 e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A /\
Abundance #181342: Adipic acid, 3-hexyl isobutyl ester - —
129.0 13.50
m/z 70.10 36.48%
5000
185.0
29.0 57.0 101.
0220 L 100 2130 i —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\
Data File : BF138841.D

Acqg On : 07 Aug 2024 14:34

Operator : RC/JU

Sample : P3450-01 :
Misc : 921-J-WPO0-0.25-080124

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.845 4.39 ng 44095  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 1998 (13.845 min): BF138841.D\data.ms (-1992) (- m/z 55.00 100.00%
55.0
97.1
5000
— ——
L)) 207.0 e s
oL——H T m/z 57.10 99.58%
miz-> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
ik M
5000
13 50 14. 00
m/z 43.05 85.52%
O ]\-9\.¢ ‘\“ ‘H\ ‘\‘ \‘ H‘ ‘1 \{‘\ ‘h h T ‘]\-8\2\0 \22\4\0\ ‘2§6\(\) T ‘ T T T
miz-> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
— ——
13.50 14.00
5000 m/z 83.10 82.01%
25.0
ol LLALI L L 1670 2100 2800
miz--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1 A f— LA, ‘ﬂMﬁ‘HIWﬂ
57.0 97.0 13.50 14.00
m/z 69.10 78.13%
5000
9.0
o100 L LLLLITTY 1910 2220 200 om0 i)
m/z--> 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\BF080724\
Data File : BF138841.D

Acqg On : 07 Aug 2024 14:34

Operator : RC/JU

Sample : P3450-01

Misc

ALS vial : 9 Sample Multiplier: 1

921-J-WPO0-0.25-080124

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 8 unknownl6.339 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16338  2.73ng 27679  Perylene-diz 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ledene oxide-(1I) 220 ClsH240 1000159-36-7 32

000096-08-2 16
028393-07-9 14
066964-62-3 14

2 7-Oxabicyclo[4.1.0]heptane, 1-me... 168 C10H1602
3 Icosa-9,11-diyne 274 C20H34
4 (3R,3aR,4aR,8aR,9%aR)-3,8a-Dimeth... 232 C15H2002

5 7-Hydroxy-3-(1,1-dimethylprop-2-... 230 C14H1403 056881-08-4 12
Abundance Scan 2422 (16.339 min): BF138841.D\data.ms (-2415) (- m/z 43.05 100.00%
43.0
R0 MMW
5000 213.1
275
— ——
‘ 16.00 16.50
Ol ‘ ‘m_HwWw,HwW‘HWW,HW m/z 95.18  76.89%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #99170: Ledene oxide-(Il)
43.0
5000 \1600 1650
91.0 159.0
m/z 93.00 72.90%
UV TN
O \H‘\!H ‘H}‘}“‘\LI“H “‘\1‘”\‘\“}“‘\‘”\\‘H“U‘\\‘MH\\“\‘\H‘\\H‘HH‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #43212: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-4-(2-meth
43.0
1600 1650
5000 ITI/Z 79.00 72.69%
79.0
9.0
0 153.0
m/z--> 20 40 60 80 100120140160180200220240260 A “
Abundance #166403: Icosa-9,11-diyne —— —
41.0 91.0 16.00 16.50
m/z 91.10 70.17%
5000
133.0
175.0
0 0 2170 500 Mﬂ
m/z--> 20 40 60 80 100120140160180200220240260 1600 650
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080724\
Data File : BF138841.D

Acqg On : 07 Aug 2024 14:34

Operator : RC/JU

Sample : P3450-01 :
Misc : 921-J-WPO0-0.25-080124

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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|
Butane, 2-metho... 2.140 175.9 ng 2263900 1 6.839 257328 20.0
2-Pentanone, 4-... 5.057 2.8 ng 36062 1 6.839 257328 20.0
Cyclohexanone 5.716 2.4 ng 30740 1 6.839 257328 20.0
1-Phenoxypropan... 8.433 3.6 ng 63083 2 8.122 346309 20.0
n-Hexadecanoic ... 11.880 2.4 ng 43764 4 11.357 364152 20.0
Hexanedioic aci... 13.469 3.4 ng 34058 5 13.998 200992 20.0
1-Heneicosanol 13.845 4.4 ng 44095 5 13.998 200992 20.0
unknown16.339 16.339 2.7 ng 27679 6 15.457 202840 20.0
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