LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91424\
Data File : BF139368.D

Acqg On : 14 Sep 2024 14:48

Operator : RC/JU

Sample : P3940-01 :
Misc : AST-2024-4036-PRIM

ALS Vvial : 13  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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139368.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.187 8 16 22 rVB 1396926 2193021 100.00% 19.405%
2 5.087 500 509 515 rBV 27384 39357 1.79% 0.348%
3 5.487 572 577 585 rVB 460287 611757 27.90% 5.413%
4 6.493 743 748 753 rBV 309110 391801 17.87%  3.467%
5 6.875 808 813 818 rBV 309289 374343 17.07%  3.312%
6 7.440 902 909 914 rVB 691171 939324 42.83% 8.312%
7 7.687 941 951 955 rBv4 14481 35609 1.62% 0.315%
8 8.157 1026 1031 1036 rBV 378207 459667 20.96% 4.067%
9 8.469 1080 1084 1087 rBV 26071 35157 1.60% 0.311%
10 8.522 1087 1093 1097 rVV3 70772 146058 6.66% 1.292%
11  8.569 1097 1101 1106 rVB 34212 62837 2.87% ©.556%
12 9.234 1208 1214 1219 rBV 1298107 1620216 73.88% 14.336%
13 9.345 1228 1233 1237 rVB 46896 56798 2.59% 0.503%
14  9.910 1324 1329 1334 rVB 408012 495801 22.61% 4.387%
15 10.004 1340 1345 1353 rBV 32852 59240 2.70% 0.524%

16 10.698 1457 1463 1468 rBV 938305 1190679 54.29% 1.
17 11.392 1576 1581 1596 rVB 368281 480066 21.89%
18 11.916 1666 1670 1681 rVB2 87707 133522 6.09%
19 12.622 1785 1790 1799 rBV6 13847 34551 1.58%
20 12.704 1799 1804 1817 rVB 26008 50376 2.30%

Oo0oRr PO
[y
(o]
=
R

21 12.980 1845 1851 1856 rBV ~ 992297 1265483 57.71% 11.
22 13.874 1998 2003 2014 rVB 32452 52458 2.39%
23 14.027 2024 2029 2034 rBV 220999 277151 12.64%
24 15.498 2273 2279 2288 rVB 193689 296217 13.51%
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A
R

Sum of corrected areas: 11301489
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LSC Report - Integrated Chromatogram
Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91424\
Data File : BF139368.D
Acqg On : 14 Sep 2024 14:48
Operator : RC/JU
Sample : P3940-01 :
Misc IAST-2024-4036-PRIM
ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91424\
Data File : BF139368.D

Acqg On : 14 Sep 2024 14:48

Operator : RC/JU

Sample : P3940-01 :
Misc : AST-2024-4036-PRIM

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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.
2.187 117.17 ng 2193020 1,4-Dichlorobenzene-d4 6.875

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 38
4 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 16 (2.187 min): BF139368.D\data.ms (-8) (-) m/z 73.10 100.00%

73.1
R EARARAT L R
‘ J 881 2.202.302.402.502.60
O L BB I 881 h), a3ies  48.49%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 T T T T T[T T[T T[T T rTTT
43.0 2.202.302.402.502.60
‘ m/z 55.10  32.12%
27.0 8%.0
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
M Ra o aEmaRaE TR
2.202.302.402.502.60
5000 55.0 m/z 87.10 27.47%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #2245: S|Iane, tetramethyl- A RaE A o aaa
73.0 2.202.302.402.502.60
m/z 41.10 16.36%
5000
43.0
T Ao o R RaRaREEa e R
m/z--> 0 20 40 60 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91424\
Data File : BF139368.D

Acqg On : 14 Sep 2024 14:48

Operator : RC/JU

Sample : P3940-01 :
Misc : AST-2024-4036-PRIM

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 8
R.T. EstConc Area Relative to ISTD R.T.
5.087 2.10 ng 39357 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 509 (5.087 min): BF139368.D\data.ms (-500) (-) m/z 43.05 100.00%

43.0
59.1
5000
R RABARRNEEARE R
‘ 831 10‘1'1 4.80 5.00 5.20 5.40
0 H‘w_‘H_HJ“MH_umm‘w_m_mww m/z 59.10  54.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L L L BN LR
4.80 5.00 5.20 5.40
101.0 m/z 101.10 15.77%
0 31‘.0 L ‘ 83.0
\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn-
59.0
AmmEE e
21.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 13.23%
86.0
O rerrreprrer bt 29 1000
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate e RARRaEESE L
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.98%
5000
150 58.0
: 72.0 100.0
0 H‘\1‘\\‘\2\7\.?\\\\“‘“\\‘H\‘\‘\\H“HH‘HH‘\\H}HH‘\ ‘!\“ﬂ‘ﬂ‘ﬂuu_uwuu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91424\
Data File : BF139368.D

Acqg On : 14 Sep 2024 14:48

Operator : RC/JU

Sample : P3940-01 :
Misc : AST-2024-4036-PRIM

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Thiophane, propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.522 6.35 ng 146058 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophane, propyl- 130 C7H14S 001551-34-4 58
2 Hydrazine, 1-ethyl-1-(1-methylpr... 116 C6H16N2 020325-97-7 53
3 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 45
4 Neodecanoic acid 172 C10H2002 026896-20-8 45
5 Pentanoic acid, 2-propyl-, methy... 158 C9H1802 022632-59-3 38
Abundance Scan 1093 (8.522 min): BF139368.D\data.ms (-1087) (-) m/z 87.10 100.00%

87.1
5000
41.1 /\/L
55.0 116.1130.1 PO R e ey
‘ | 10‘1'1 8.20 8.40 8.60 8.80

oH_m_HwmwHH‘WH“‘m_uh1‘mu"uH_mwuww m/z 41.10  37.31%

m/z--> 20 30 40 50 60 70 80 90 100110120130

Abundance #15591: Thiophane, propyl-

87.0
5000 L LN B I B LR
8.20 8.40 8.60 8.80
101.0 130.0 m/z 43.10 25.86%
55.0 115.0
O\\‘\\\\‘\\\\‘\\\\‘\u‘\\w\\e\g\‘(\)\\\‘\\\\‘\\\\“i\\\‘\\‘\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #9402: Hydrazine, 1-ethyl-1-(1-methylpropyl)-
87.0
 AAEEmEEE RS
8.20 8.40 8.60 8.80
5000 m/z 130.05 21.74%
45.0 116.0
29.0 ‘ ‘ 59.0 101.0
okt dll B8 L L L
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #9354: Thiophene, 2-ethyltetrahydro- ‘/‘\‘ P
87.0 8.20 8.40 8.60 8.80
m/z 116.10 19.52%
5000
2710 450 116.0
Il
m/z--> 20 30 40 50 60 70 80 90 100110120 130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91424\
Data File : BF139368.D

Acqg On : 14 Sep 2024 14:48

Operator : RC/JU

Sample : P3940-01 :
Misc AST-2024-4036-PRIM

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 1-Butene, 1-(methylthio)-, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.569 2.73 ng 62837 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene, 1-(methylthio)-, (E)- 102 C5H1esS 017414-27-6 59
2 1-Butene, 1-(methylthio)-, (Z)- 102 C5H10S 017414-15-2 45
3 Methyl 2,2-dimethyl-3-hydroxypro... 132 C6H1203 014002-80-3 39
4 1-Alanine, N-methoxycarbonyl-, p... 189 C8H15NO4 1000313-37-1 25
5 2-0-Methyl-D-mannopyranosa 194 C7H1406 036864-61-6 12

Abundance Scan 1101 (8.569 min): BF139368.D\data.ms (-1097) (-) m/z 102.10 100.00%

102.1
87.1
5000
691 Y A N Y
M ‘ ‘ 127.2 8.20 8.40 8.60 8.80
0 H_HwWHwawm‘mH,mmu‘ b m/z 87.10 61.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4911: 1-Butene, 1-(methylthio)-, (E)-
87.0 102.0
45.0
5000 LI L R I B LA B L B
8.20 8.40 8.60 8.80
270 m/z 43.10 40.50%
O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4910: 1-Butene, 1-(methylthio)-, (2)-
87.0 102.0
R R R EEEEEREEEE
15.0 8.20 8.40 8.60 8.80 .
5000 m/z 55.10 33.72%
27.0
0 H""""“J"H““HlumwwmH,Mw‘ [
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #16420: Methyl 2,2-dimethyl-3-hydroxypropionate T
102.0 8.20 8.40 8.60 8.80
m/z 41.10 25.28%
5000 87.0
55.0 70.
31.0
15.0
e T A T O .= R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80

8270-BF091324.M Mon Sep 16 13:50:41 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91424\
Data File : BF139368.D

Acqg On : 14 Sep 2024 14:48

Operator : RC/JU

Sample : P3940-01 :
Misc AST-2024-4036-PRIM

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.345 2.29 ng 56798  Acenaphthene-d10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Acetaminophen 151 C8H9NO2 000103-90-2 52
3 Metacetamol 151 C8HINO2 000621-42-1 52
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 50
5 3-Pyridinemethanol, acetate 151 C8H9NO2 010072-09-0 50
Abundance Scan 1233 (9.345 min): BF139368.D\data.ms (-1228) (-) m/z 43.10 100.00%
3.1
109.1
5000
151.1
T
‘ 69‘-1 9.00 9.20 9.40 9.60
0 H“HH“,‘M“L“ e \““w“m”\,\“1”1‘\“”\‘\“\\1\‘um‘uu‘uu‘ m/z 109.05 57.13%
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 RS A RAE S RERBAE
9.00 9.20 9.40 9.60
69.0 m/z 151.05 36.17%
0 ;\5\.9\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ ! \“ T 1 T \‘\ T ‘Jr??\?\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen
109.0
e ARRmaES B
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.10 22.16%
43.0 80.0
EL-E N R A N S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol e RREAREAT
109.0 9.00 9.20 9.40 9.60
m/z 69.10 14.19%
5000 151.0
43.0
80.0
0 AN ESPIRPPN NURAD NS — A
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\BF@91424\
Data File : BF139368.D

Acqg On : 14 Sep 2024 14:48

Operator : RC/JU

Sample : P3940-01 :
Misc : AST-2024-4036-PRIM

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 unknownl@.004 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.004 2.39 ng 59240  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-t-Butyl-5-propyl-[1,3]dioxolan... 186 C10H1803 157733-17-0 22
2 Methyl 3,4,6-tri-0O-acetyl-2-acet... 361 C15H23N09 002595-39-3 14
3 3-Acetoxytridecane 242 C15H3002 1010245-61-3 12
4 Diethylmalonic acid, monochlorid... 318 C17H31C103 1000369-41-8 10
5 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 10
Abundance Scan 1345 (10.004 min): BF139368.D\data.ms (-1340) (- m/z 43.10 100.00%
5000 1011137.1
T I
10.00
197.1
oL—l.d Ll “‘ — . 'm/z 57.05 51.15%
m/z--> 50 100 150 200 250 300
Abundance #60464: 2-t-Butyl-5-propyl-[1,3]dioxolan-4-one
57.0
101.0
5000 — :
10.00
m/z 101.10 38.40%
\\‘ ‘ \ LZ'O
0 “\‘\H\‘“”\"\\1\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #270325: Methyl 3,4,6-tri-O-acetyl-2-acetamido-2-deoxy-
43.0
IR —
10.00
5000 101.0 m/z 137.05 36.52%
140.0
ol b dy iy |l 1830 2420 3020
m/iz--> 50 100 150 200 250 300
Abundance #126195: 3-Acetoxytridecane L {\ LA LTI
43.0 10.00
m/z 97.10 36.24%
5000
101.0
H | 182.0
Y 0 O i e
m/z--> 50 100 150 200 250 300 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91424\
Data File : BF139368.D

Acqg On : 14 Sep 2024 14:48

Operator : RC/JU

Sample : P3940-01 :
Misc AST-2024-4036-PRIM

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.916 5.56 ng 133522  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 89
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1670 (11.916 min): BF139368.D\data.ms (-1666) (- m/z 43.05 100.00%
43.0
73.0
5000
129.0
213. —r—
‘ 101.1 157.1185.1 256.1 12.00
o“wH‘WW‘ m/z 60.00 87.13%
m/z--> 20 40 60 80 100120140 160 180 200 220240
Abundance #92063: Tridecanoic acid
430 |30
5000 129.0 7
12.00
171.0 m/z 41.10  85.30%
e e
O]\-\\':_)\.‘O\‘}H‘“‘HH\“ \‘1\‘\‘”!\H““\\‘M‘\‘\‘H“\\}\“HH‘\‘H\‘H\‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #109279: Tetradecanoic acid
73.0
43.0 —r
12.00
5000 129.0 m/z 73.00  84.91%
185.0
H 228.0
01‘59‘\”\1»1“\ 1Y . P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126199: Pentadecanoic acid —=
43.0 73.0 12.00
m/z 55.05 77 .32%
5000 129.0
199.0
s e
0%§RhﬂwﬂﬂWUWMm“WMNWWH‘WHM_MHMHW‘HWHH“ —r—
m/z--> 20 40 60 80 100120 140160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91424\
Data File : BF139368.D

Acqg On : 14 Sep 2024 14:48

Operator : RC/JU

Sample : P3940-01 :
Misc AST-2024-4036-PRIM

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.704 2.10 ng 50376  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1804 (12.704 min): BF139368.D\data.ms (-1799) (-} | m/z 43.05 100.00%
43.0
73.0
5000 129.0
185.0 241.2 . T T
‘ 284. 12.50 13.00
A — i b Ll s a1 v se%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 —r ——
129.0 12.50 13.00
m/z 57.05 90.14%
‘ 185.0 5410 284
ok ‘\“ \“\ \!\\ \‘H‘ “M”‘L ‘1‘““ Al b L ““
miz-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
—— —
12.50 13.00
5000 129.0 m/z 55.10 82.35%
‘ 199.0 2420
oL “\‘ W’H\ h“ “H“H\‘ Hhu\ M\‘u} “‘ ‘l‘eﬂ‘o““ ‘i N “\‘ S
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T ——
60.0 12.50 13.00
m/z 72.95 77 .76%
5000 129.0
97.0 1710 2130 2560
0L— ‘M’H \M “H“‘\‘ Hhu\ ;‘u‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ ““ T ‘\‘ — /\\Mmﬂ‘ — ‘fﬂ\‘
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91424\
Data File : BF139368.D

Acqg On : 14 Sep 2024 14:48

Operator : RC/JU

Sample : P3940-01 :
Misc : AST-2024-4036-PRIM

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 1-Eicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.874 3.79 ng 52458 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosanol 298 (C20H420 000629-96-9 93
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
Abundance Scan 2003 (13.874 min): BF139368.D\data.ms (-1998) (- m/z 43.10 100.00%
83.0
5000
\ pr 350 1400
0 WU‘M k“m”‘ A HH‘H ./ n/z 55.18  96.79%
miz--> 50 100 150 200 250 300 350
Abundance #197433: 1-Eicosano
43.0
83.0
5000 — ——
13.50 14.00
m/z 57.05 90.80%
‘ 25 0
O \\“\“““\\\‘“\M ‘\ “‘ “‘ ]T\67\(\)\‘\\\2\5‘2\.0\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
— ——
97.0 13.50 14.00
5000 m/z 83.05 71.56%
Ssallll L0 o020 zng
= ““‘ I
miz--> 50 150 200 250 300 350
Abundance #289621: 1-Hexacosanol “ T
97.0
57.0 13.50 14.00
m/z 41.10 64.33%
o J/\ww
39.0
0 L ‘ \H\ i d‘h A %8%92“22 0264.0 308.0 364(
““““‘ e e e e — ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF091324.M Mon Sep 16 13:50:50 2024 Page: 11



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91424\
Data File : BF139368.D

Acqg On : 14 Sep 2024 14:48

Operator : RC/JU

Sample : P3940-01 :
Misc : AST-2024-4036-PRIM

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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... 2.187 117.2 ng 2193020 1 6.875 374343 20.0
2-Pentanone, 4-... 5.087 2.1 ng 39357 1 6.875 374343 20.0
Thiophane, propyl- 8.522 6.3 ng 146058 2 8.157 459667 20.0
1-Butene, 1-(me... 8.569 2.7 ng 62837 2 8.157 459667 20.0
2,4,7,9-Tetrame. .. 9.345 2.3 ng 56798 3 9.910 495801 20.0
unknown10.004 10.004 2.4 ng 592406 3 9.910 495801 20.0
Tridecanoic acid 11.916 5.6 ng 133522 4 11.392 480066 20.0
Octadecanoic acid 12.704 2.1 ng 50376 4 11.392 480066 20.0
1-Eicosanol 13.874 3.8 ng 52458 5 14.027 277151 20.0
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