LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14329.D

Acqg On : 28 Mar 2023 00:36
Operator : CG/JU

Sample : 02012-03

Misc :

ALS Vvial : 16 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: BPO14329.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.185 320 326 335 rBV 306383 439910 2.38% 0.843%
2 5.569 399 405 422 rBV 989115 1571951 8.50% 3.011%
3 7.187 673 680 695 rBV 483424 894871 4.84% 1.714%
4 8.022 816 822 835 rVB 441869 718375 3.88% 1.376%
5 9.199 1014 1022 1037 rBV 1412417 2510536 13.58% 4.809%

6 10.846 1295 1302 1318 rBV 512485 920963 4.98% 1
7 13.292 1710 1718 1737 rBV 3674820 5423737 29.33% 1e.
8 13.557 1756 1763 1772 rBV 111489 195161 1.06% ©.374%
9 14.669 1945 1952 1966 rBV 769167 1241321 6.71% 2
10 16.169 2199 2207 2230 rBV 2934691 4713603 25.49% 9

11 17.428 2415 2421 2436 rBV 1012412 1566839 8.47% 3.001%
12 19.969 2847 2853 2866 rBV 7952140 9718099 52.55% 18.615%
13 21.510 3110 3115 3121 rBV 1339860 1870250 10.11% 3.582%
14 21.633 3130 3136 3158 rBV 11969924 18492953 100.00% 35.423%
15 24.027 3537 3543 3555 rVB 912622 1927151 10.42% 3.691%

Sum of corrected areas: 52205720
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 28 Mar 2023 00:36
: CG/JU
: 02012-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32723\
BP014329.D

: 16  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

1le+07

8000000

6000000

4000000

2000000

0

TIC: BP014329.D\data.ms

5569 9.199
5.105 7.187 8.022 10.846
A

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

le+07

8000000

6000000

4000000

2000000

TIC: BP014329.D\data.ms

19.969

13.292
16.169

14.669 17.428
13.557

0

Time--> 12.00 1250 13.00 1350 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

1le+07

8000000

6000000

4000000

2000000

o

TIC: BP014329.D\data.ms
21.633

/:j’j L 24.027

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270E-BP030623.M Tue Mar 28 12:31:47 2023 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32723\
Data File : BP@14329.D

Acq On : 28 Mar 2023 00:36

Operator : CG/JU

Sample : 02012-03

Misc

ALS vial : 16

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Concentration Rank 2

Peak Number 1 2-Pentanone, 4-hydroxy-4-me...

R.T EstConc Area Relative to ISTD R.T.
5.105 12.25 ng 439910 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 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 326 (5.105 min): BP014329.D\data.ms (-320) (-) m/z 42.95 100.00%
43.0
5000 K
101.0 SN § EE—
4.80 5.00 5.20 5.40
Ot 2927 2821 36934341 5042 ;m/z 58.95  63.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 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  23.38%
101.0
O‘\\"fu \\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
R A Rama
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.29%
o_u““im“"xm‘uH‘w‘HH_‘H_m_m_m_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester ““‘H““‘,‘H“““
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.45%
5000
” | 1260
0 | 1

\\\‘\ LN L B I
I f | 1 I T I T I T I T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

480500520540
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14329.D

Acq On : 28 Mar 2023 00:36
Operator : CG/JU

Sample : 02012-03

Misc

ALS Vial : 16 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.557 3.14 ng 195161  Acenaphthene-di0 14.669
Hit# of 5 Tentative ID MW MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 p-Isopropoxyaniline 151 C9H13NO 007664-66-6 64
3 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 64
4 Metacetamol 151 C8HINO2 000621-42-1 59
5 Acetaminophen 151 C8H9NO2 000103-90-2 59
Abundance Scan 1763 (13.557 min): BP014329.D\data.ms (-1756) (- m/z 43.00 100.00%
43.0
109.1
5000
= T
L 1691 280.8340.9402.6 469.2 543.2 1350
O bl TSP POTRRIVER AORE 203 m/z 109.05  77.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 A‘ T
1350
m/z 151.05 46.36%
Libdeh, 100
O‘\\“11m\JJ\‘“\h\‘”‘liL\J\H\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28919: p-Isopropoxyaniline
109.0
: \
13.50
5000 m/z 41.10 21.96%
39.0 L \
e SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0 1350
m/z 85.05 16.75%
5000
AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032723\
Data File : BP@14329.D

Acq On : 28 Mar 2023 00:36
Operator : CG/JU

Sample : 02012-03

Misc

ALS Vial : 16 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.
21.633 197.76 ng 18493000 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 50
4 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 25
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 25

Abundance Scan 3136 (21.633 min): BP014329.D\data.ms (-3130) (- m/z 277.10 100.00%

277.1
5000
77.0 199.0 —— —
| ‘ 130l \ H 21.50 22.00
Ok B399, 1L | 34384054 47525347 ./, 278 10 33.85%
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 1990 m/z 77.00 21.51%
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 199.00 21.42%
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

—

— —
21.50 22.00
m/z 201.05 20.23%

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@14329.D

Acqg On : 28 Mar 2023 00:36
Operator : CG/JU

Sample : 02012-03

Misc

ALS Vvial : 16 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 12.3 ng 439910 1 8.022 718375 20.0
2,4,7,9-Tetrame... 13.557 3.1 ng 195161 3 14.669 1241320 20.0
Triphenylphosph... 21.633 197.8 ng 18493000 5 21.510 1870250 20.0
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