LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14328.D

Acqg On : 28 Mar 2023 00:02
Operator : CG/JU

Sample : 02055-03

Misc :

ALS Vvial : 15 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-BP030623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO14328.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.185 319 326 340 rBV 376063 539357 2.80% 1.013%
2 5.575 399 406 424 rBV 1081330 1707189 8.87% 3.207%
3 7.187 673 680 707 rVB 560349 1098908 5.71% 2.064%
4 8.022 815 822 832 rBV 505186 811458 4.21% 1.524%
5 9.199 1014 1022 1044 rBV 1693760 2953544 15.34% 5.548%

6 10.846 1289 1302 1316 rBV 579191 1036383 5.38% 1
7 13.292 1710 1718 1741 rBV 4181625 6214663 32.28% 11.
8 14.669 1945 1952 1971 rBV 819341 1299852  6.75%  2.442%
9 16.169 2200 2207 2222 rBV 2641354 4219777 21.92% 7
10 17.428 2413 2421 2438 rBV 1002024 1581732  8.22% 2

11 18.292 2563 2568 2580 rBV 179866 360684 1.87% ©.677%
12 19.969 2848 2853 2867 rBV 7061298 8312048 43.17% 15.613%
13 21.510 3110 3115 3122 rBV 1372803 1868530 9.70% 3.510%
14 21.633 3130 3136 3168 rBV 12703095 19254022 100.00% 36.166%
15 24.027 3536 3543 3555 rVB2 916088 1980412 10.29% 3.720%

Sum of corrected areas: 53238559
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 28 Mar 2023 00:02
: CG/JU
: 02055-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32723\
BP014328.D

: 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BP014328.D\data.ms

9.199
5.575
5.105 7.187 8.022 10.846

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BP014328.D\data.ms

19.969

13.292

16.169

14.669 17.428
18.292

0

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

o

TIC: BP014328.D\data.ms
21.633

J L 24./(\)27

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14328.D

Acq On : 28 Mar 2023 00:02
Operator : CG/JU

Sample : 02055-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.105 13.29 ng 539357 1,4-Dichlorobenzene-d4 8.022

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 326 (5.105 min): BP014328.D\data.ms (-319) (-) m/z 43.00 100.00%

43.0
5000
101.0

| ‘ 4.80 5.00 5.20 5.40
|

ol b 2089 2811 35584150473.9536.7 /7 58.95  61.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T[T T[T T T T [TTTT]

4.80 5.00 5.20 5.40

m/z 101.00 21.79%
101.0
O‘\‘\“f‘%"\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9501: n-Propy! t-butyl ether
59.0
R Rl
4.80 5.00 5.20 5.40
5000 m/z 57.95 14.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime H‘HHWH,HHWH‘
43.0 4.80 5.00 5.20 5.40

m/z 41.10 8.90%

5000
101.0
0 ‘ M \ e N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14328.D

Acq On : 28 Mar 2023 00:02
Operator : CG/JU

Sample : 02055-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.292 4.56 ng 360684  Phenanthrene-di0 17.427
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 2568 (18.292 min): BP014328.D\data.ms (-2563) (- m/z 72.95 100.00%
73.0
2132 S —
Mhizsa), 00 o1
ol AL H\Uw Llilady 870 8860417.1475.05349  n/; 60.00  81.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 T T T T T wJ\“"
129.0 18.00 18.50
m/z 43.05 80.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92070: Tridecanoic acid
73.0
—r —
18.00 18.50
5000 m/z 57.10 62.18%
171.0
015’1-‘L ‘“J\w‘lw,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109281: Tetradecanoic acid = — 1
73.0 18.00 18.50
m/z 55.00 61.28%
5000
L 228.0
143.0 \
Ol ik mm“‘lw,, Sk Mt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14328.D

Acq On : 28 Mar 2023 00:02
Operator : CG/JU

Sample : 02055-03

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.633 206.09 ng 19254000  Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 42
4 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 25
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 23

Abundance Scan 3136 (21.633 min): BP014328.D\data.ms (-3130) (- m/z 277.10 100.00%

277.1
5000
77.0 199.0 —— —
| ‘ 13800 \ H 21.50 22.00
Otk 239011 | 355141374724 549. ;578 19 34.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — ——
21.50 22.00
77.0 199.0 m/z 199.00 21.87%
14.0 ‘
O‘\\\\“‘\\‘\\‘\\\\‘JI\\\L\U\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

—

— —
21.50 22.00
5000 m/z 77.00 21.24%
77.0

183.0

J \\\HnMILL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

o

—

—— —T
21.50 22.00
m/z 201.10  20.41%

5000

~
o
=
[ee]
w
o

; il

—— "
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14328.D

Acqg On : 28 Mar 2023 00:02
Operator : CG/JU

Sample : 02055-03

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030623.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-... 5.105 13.3 ng 539357 1 8.022 811458 20.0
n-Hexadecanoic ... 18.292 4.6 ng 360684 4 17.427 1581730 20.0
Triphenylphosph... 21.633 206.1 ng 192540600 5 21.510 1868530 20.0
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