LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71923\
Data File : BF134358.D

Acqg On : 19 Jul 2023 14:45
Operator : CG\JU

Sample : 03597-18

Misc :

ALS vial : 5 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134358.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.152 5 11 23 rvB 388008 509101 26.14%  3.938%
2 5.093 506 511 518 rVB 23297 29015 1.49% 0.224%
3 5.481 573 577 593 rBV 1680382 1528877 78.49% 11.827%
4 6.481 742 747 750 rBV 1574025 1537735 78.95% 11.896%
5 6.675 774 780 788 rBV2 14386 25937 1.33% 0.201%

6 6.834 804 807 815 rBV 490484 449177 23.06%
7 7.404 899 904 907 rBV 1042765 1015438 52.13%
8 8.116 1021 1025 1028 rBV 735956 559686 28.73%
9 9.192 1204 1208 1211 rBV 2424207 1947768 100.00% 15.

9.304 1224 1227 1232 rVB 25919 24107 1.24%

o U hANNW
w
w
o
Y

11 9.875 1320 1324 1327 rBV 748438 595320 30.56%
12 10.669 1455 1459 1470 rBV 1333616 1152403 59.17%
13 11.369 1574 1578 1585 rBV 675748 550709 28.27%

ON B~ PS
N
o))
(]
B

14 11.898 1662 1668 1686 rBV 279502 327271 16.80% 532%
15 12.051 1690 1694 1701 rVV5 23840 44091  2.26% 341%
16 12.592 1781 1786 1788 rBV 28062 32590 1.67% 0.252%
17 12.686 1798 1802 1811 rBV 72109 85509 4.39% 0.661%

18 12.968 1845 1850 1853 rBV 1655912 1496298 76.82% 11.575%
19 13.892 1997 2007 2017 rBV 82635 189123 9.71% 1.463%
20 14.033 2027 2031 2040 rVB 408829 403045 20.69% 3.118%
21 14.121 2042 2046 2052 rVB 79899 88126 4.52% 0.682%
22 15.539 2282 2287 2295 rVB 247773 335596 17.23%  2.596%

Sum of corrected areas: 12926922
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 19 Jul 2023 14:45
¢ CG\JU
. 03597-18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071923\
BF134358.D

: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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@071923\
Data File : BF134358.D

Acqg On : 19 Jul 2023 14:45

Operator : CG\JU

Sample : 03597-18

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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.
2.152  22.67 ng 509101 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 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 38
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
Abundance  Scan 11 (2.152 min): BF134358.D\data.ms (-5) (-) m/z 73.10 100.00%

73.1
5000 43.0

2.202.302.402.502.60

Obrrrc bl I L1150 2069 2520 a3 a5 43.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN RN R R R

43.0 2.202.302.402.502.60
m/z 55.05 31.02%

h‘ \“‘ ‘ ‘
\\\‘\\\\‘\\\1’\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0

2.202.302.402.502.60

o

5000 41.0 ITI/Z 87.10 26.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5032: 3-Pentanol, 3-methyl- R R RARE L
73.0 2.202.302.402.502.60

m/z 41.05 13.90%

5000
45, 0‘
0 18. q‘\ \\H | ‘

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071923\
Data File : BF134358.D

Acqg On : 19 Jul 2023 14:45
Operator : CG\JU

Sample : 03597-18

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.898 11.89 ng 327271  Phenanthrene-d10 11.369
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 70

Abundance Scan 1668 (11.898 min): BF134358.D\data.ms (-1662) (1  m/z 43.05 100.00%

43.0 |73.0
5000
129.1
213.2 — mate
‘ ‘ H il ‘ 2562 11.50 12.00
0“WH‘“WNNWM‘MwNMWhJWuuuﬂww‘Juﬂwuhwh‘_Hj_ m/z 60.00 96.24%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
167.01g5 02130  256.0 m/z 73.00 94.39%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
— e
11.50 12.00
5000 129.0 ITI/Z 55.00 83.10%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid = —
43.0 ,73.0 11.50 12.00
m/z 41.05 81.69%
5000 129.0
199.0
s ) e T
o%ﬁgk“JﬂNWﬁWWAWWMMMWHH_JHJHWH‘WHHMH‘_ = —
m/z--> 20 40 60 80 100120140160 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\BF071923\
Data File : BF134358.D

Acqg On : 19 Jul 2023 14:45
Operator : CG\JU

Sample : 03597-18

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 5
R.T. EstConc Area Relative to ISTD R.T.
12.686 3.11 ng 85509  Phenanthrene-d1e 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1802 (12.686 min): BF134358.D\data.ms (-1798) (-  m/z 43.05 100.00%
43.0 73.0
5000 129.1
1851  241.2 e ——
m ‘ ‘ ‘ 284. 12.50 13.00
ob— h‘\’ ‘M\ ‘\\‘\HHH‘\\ Md‘\ bl o “\ i ‘ih L R ‘\\‘ m/z 73.05 87.54%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 e e
129.0 12.50 13.00
m/z 60.00 82.30%
‘ 185.0 5410 284
0b— \“ \“\ M\\ \‘H‘ “M”‘L ‘1‘““ fl ] - . S ‘L — ““
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
eehegieang re
12.50 13.00
5000 129.0 m/Z 55.05 76.35%
7.0 1710 2130 2560
o) E— ‘“’ h“ “H“‘\‘ Hhu\ ;‘u‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ “‘ - ‘ ‘\‘ -
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid —— —
73.0 12.50 13.00
43.0 m/z 57.05 71.86%
5000 129.0
185.0
|
oL— “‘ ‘;H’HH h“ \‘H‘\“‘ M‘H‘L ;‘\\‘\‘m} “ ‘ L, \“ - \‘ — ‘\‘ — — —r
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\BF071923\
Data File : BF134358.D

Acqg On : 19 Jul 2023 14:45
Operator : CG\JU

Sample : 03597-18

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.892 9.38 ng 189123  Chrysene-di2 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 93
3 1-Nonadecene 266 C19H38 018435-45-5 93
4 1-Tetracosene 336 (C24H48 010192-32-2 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87

Abundance Scan 2007 (13.892 min): BF134358.D\data.ms (-1997) (- m/z 55.00 100.00%

55.0
97.0
5000
W oo
209.2 : : :
oL “LH‘k %. umu%?§§““‘3??T m/z 43.00 94.18%
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
58.0
97.0
5000 — ——
13.50 14.00
m/z 83.05 90.35%
tsd LLLLLL£20 1020 2202080
m/z--> 50 100 150 200 250 300 350
Abundance #259982: Pentacos-1-ene
55.0
97.0 — —
13.50 14.00
5000 ITI/Z 57.10 87.39%
9.0 350.(
o LLLALLLE00 1050 20ag %0
m/z--> 50 100 150 200 250 300 350
Abundance #155961: 1-Nonadecene — —
43.0 97.0 13.50 14.00
m/z 97.05 80.91%
5000
9.0
0 [ H | 1 . 182.0 2240 266.0
“““ — T e — ——
m/z--> 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071923\
Data File : BF134358.D

Acqg On : 19 Jul 2023 14:45
Operator : CG\JU

Sample : 03597-18

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.121 4.37 ng 88126  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 90
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 50
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
5 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12NOS2 017046-34-3 38
Abundance Scan 2046 (14.121 min): BF134358.D\data.ms (-2042) (-, m/z 277.10 100.00%
277.1
5000
77.0 199.0 o e
s ‘ 150 15‘20 ‘ H 2361 sco, 14.00 14.50
ol i g L4 2361 L 3500 0 078,05 35.08%
m/z--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 A e
14.00 14.50
77.0 199.0 m/z 199.00  23.62%
152.0
0\2\7\.()\‘}‘\\“\\‘\\\\‘“\\\\H\\\\‘\\‘\\’\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00 14.50
5000 m/z 76.95 23.11%
o 183.0
ol 30 | 120) \\ \“2‘259_«,””,‘
miz--> 50 100 150 200 250 300 350
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bror 4% WA'W“\W
277.0 14 00 14.50
m/z 201.10  20.65%
5000
270 199.0
310 7 0 ‘
ol b 1%5‘9‘ qu il 2300, 1 4 3O Ly el i ey
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71923\
Data File : BF134358.D

Acqg On : 19 Jul 2023 14:45
Operator : CG\JU

Sample : 03597-18

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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... 2.152 22.7 ng 509101 1 6.839 449177 20.0
n-Hexadecanoic ... 11.898 11.9 ng 327271 4 11.369 550709 20.0
Octadecanoic acid 12.686 3.1 ng 85509 4 11.369 550709 20.0
1-Heneicosanol 13.892 9.4 ng 189123 5 14.033 403045 20.0
Triphenylphosph... 14.121 4.4 ng 88126 5 14.033 403045 20.0
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