LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021518.D

Acqg On : 15 Aug 2024 17:53
Operator : RC/JU

Sample : P3582-07

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_ P\Methods\8270E-BP081324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@21518.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.028 3 7 29 rVB 15221356 20408582 100.00% 18.487%
2 5.393 401 409 419 rBV 3616319 5273623 25.84% 4.777%
3 6.958 668 675 683 rBV 2011906 3202940 15.69% 2.901%
4 7.805 811 819 828 rBV 1474371 2416570 11.84% 2.189%
5 8.946 1003 1013 1026 rBV 4958676 8445513 41.38% 7.650%
6 10.587 1284 1292 1301 rBV 1844054 3149955 15.43% 2.853%
7 11.134 1378 1385 1389 rBV 137174 210748 1.03% 0.191%
8 11.187 1389 1394 1406 rVB 179594 298419 1.46% 0.270%
9 13.057 1704 1712 1721 rVB 9582383 15969248 78.25% 14.465%
10 14.446 1940 1948 1961 rBV 2446860 3978523 19.49% 3.604%
11 15.951 2197 2204 2221 rVB 6617868 10277045 50.36% 9.309%
12 17.251 2418 2425 2434 rVB 2525603 4090715 20.04% 3.705%
13 17.951 2538 2544 2555 rBV 704589 1061878 5.20% 0.962%
14 18.192 2578 2585 2595 rBV 578461 1434527 7.03%  1.299%
15 19.528 2803 2812 2824 rBV 1509780 2740330 13.43%  2.482%

16 19.969 2881 2887 2893 rBV 14853335 18944931 92.83% 17.161%
17 20.422 2960 2964 2973 rBv4 102013 244238 1.20% ©.221%
18 21.692 3173 3180 3186 rVV 2224077 3811035 18.67%  3.452%
19 25.086 3747 3757 3769 rVB 1704029 4437371 21.74% 4.019%

Sum of corrected areas: 110396191
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021518.D

Acqg On : 15 Aug 2024 17:53
Operator : RC/JU

Sample : P3582-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP021518.D\data.ms
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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_P\Data\BP081524\

BP©21518.D
: 15 Aug 2024 17:53
: RC/JU
: P3582-07
: 5 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.028 168.91 ng 20408600 1,4-Dichlorobenzene-d4 7.805
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 7 (3.028 min): BP021518.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 /k
R ABARARREEEEEE
1 ‘ ‘ 3.103.203.303.40
oL l1| 130018082468 341.1400346405241 . 43,10 28.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL AL R R IR
3.103.203.303.40
‘ m/z 87.10  28.23%
OJJ“HJ“‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
3.103.203.303.40
5000 m/z 55.05 22.77%
o‘““ﬂl,,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- T
73.0 3.103.203.303.40
m/z 71.10 11.20%
5000 JX
0\\H\“J“\m\‘\\u‘\\\\‘u\\‘\\\W\H‘\m‘\m‘\m‘uu‘\ RN N RRRRRY
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021518.D

Acqg On : 15 Aug 2024 17:53
Operator : RC/JU

Sample : P3582-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 7,9-Di-tert-butyl-l-oxaspir... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.951 5.19 ng 1061880  Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 46
3 (Z)-((2-Benzylideneheptyl)oxy)tr... 276 C17H280Si 1000495-65-9 45
4 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 42
5 Ethanone, 1-(9-anthracenyl)- 220 C16H120 000784-04-3 38
Abundance Scan 2544 (17.951 min): BP021518.D\data.ms (-2538) (- 57.10 100.00%
57.1 205.1
5000
151
2683.1 18 00
0 Ufﬂulvl kd M’l ‘J A } ‘ F 2072 4611 5351 n/z 205.05  88.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
205.0
57.0
5000 U A
18.00
135.0 ITI/Z 217.15 78.19%
2/76.0
O' ”ml\ll\‘\\'l“‘\l\'“\‘\'Z\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98414: 1-(3-Amino-4,6-dimethylthieno[2,3-b]pyridin-2-yl

205.0
P
18.00
5000 ITI/Z 175.05 48.10%
430 1330
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #168729: (2)-((2-Benzylideneheptyl)oxy)trimethylsilane oy
205.0 18.00
73.0 m/z 55.00  46.96%
5000
oo, /TS|, v L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP©21518.D

Acqg On : 15 Aug 2024 17:53

Operator : RC/JU

Sample : P3582-07

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 3 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.192 7.01 ng 1434530  Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 43

Abundance Scan 2585 (18.192 min): BP021518.D\data.ms (-2578) (- m/z 73.00 100.00%

73.0
5000

m ' L 213 2 18.‘00 ‘18f50‘
I ”ln |

ol H‘HH‘HUm“%7?:‘3‘3”3‘19“4‘15‘97"7‘5?555“1‘ m/z 60.00 72.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0

5000 e _—
129.0 18.00 18.50

m/z 43.10 62.48%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0

7
18.00 18.50
5000 m/z 57.10 57.73%

L ‘ 199.0
o150l “’I\MM,,
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550

Abundance #109281: Tetradecanoic acid 7 —
73.0 18.00 18.50

m/z 55.10 56.38%

I.‘Mhﬂk ‘w \. VW”MJ\W”Jﬂ\&KMW”W”M

O - bty B e — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP081524\

Data File : BP©21518.D

Acqg On : 15 Aug 2024 17:53
Operator : RC/JU

Sample : P3582-07

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 4 Octadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.528 14.38 ng 2740330  Chrysene-d12 21.692
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 2812 (19.528 min): BP021518.D\data.ms (-2803) (- m/z 73.00 100.00%
73.0
5000 ”Jj&\xhjL
R \
‘ ’ \ ‘ 4.3 19.50
0l :"Ww bodibodbo ) 3556 4291 5371 n/u Ge.e0  72.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 = ‘
185.0 19.50
H m/z 43.10 68.38%
Of' \’\I‘IM‘\MT‘\\\\\\“\‘\L\H\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
T 7 \
19.50
m/z 57.10 66.07%
5000 284.0 /
129.0
0k \u‘ newy \AfwMJw"HH%?%P‘w_m_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid T
73.0 19.50
m/z 55.10 59.41%
256.0
5000
H 157.0
0 A\WJ JH'”"HM —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021518.D

Acqg On : 15 Aug 2024 17:53
Operator : RC/JU

Sample : P3582-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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... 3.028 168.9 ng 20408600 1 7.805 2416570 20.0
7,9-Di-tert-but... 17.951 5.2 ng 1061880 4 17.251 4090720 20.0
n-Hexadecanoic ... 18.192 7.0 ng 1434530 4 17.251 4090720 20.0
Octadecanoic acid 19.528 14.4 ng 2740330 5 21.692 3811040 20.0
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