LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011823\
Data File : BF132132.D

Acqg On : 18 Jan 2023 22:42
Operator : CG\JU

Sample : 01160-02

Misc :

ALS Vvial : 13  Sample Multiplier: 2

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-BF011823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132132.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.349 419 427 438 rBV 1013939 1218025 15.77% 2.588%
2 5.725 486 491 494 rBV 3642263 3535630 45.77% 7.511%
3 6.701 652 657 660 rBV 3026677 2881863 37.31% 6.122%
4 7.095 720 724 727 rBV 2783707 2299674 29.77% 4.885%
5 7.660 813 820 823 rBV 3454441 3537327 45.80% 7.515%

6 8.384 937 943 946 rBV 3284200 2835809 36.71% 6
7 9.460 1120 1126 1129 rBV 6410023 6041586 78.22% 12.
8 10.148 1237 1243 1246 rBV 3635273 3271639 42.36% 6.950%
9 10.942 1373 1378 1381 rBV 4654847 4517391 58.49% 9
10 11.648 1493 1498 1501 rBV 3900112 3498382 45.29% 7

11 11.707 1505 1508 1511 rVB2 143980 118841 1.54% ©.252%
12 12.983 1722 1725 1732 rVB 132288 114088 1.48% 0.242%
13 13.248 1764 1770 1773 rBV 6734998 7723938 100.00% 16.408%
14 13.436 1793 1802 1804 rBV2 76015 104008 1.35% 0.221%
15 14.307 1946 1950 1954 rBV 2703233 2760340 35.74%  5.864%

16 14.395 1959 1965 1972 rBV 340776 403187 5.22% ©.857%
17 15.913 2216 2223 2233 rBV 1561079 2211064 28.63% 4.697%

Sum of corrected areas: 47072792
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

: 18 Jan 2023 22:42
: CG\JU
: 01160-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011823\
BF132132.D

: 13 Sample Multiplier: 2

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011823.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\BF011823\
Data File : BF132132.D

Acq On : 18 Jan 2023 22:42
Operator : CG\JU

Sample : 01160-02

Misc

ALS Vial : 13  Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF911823.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.349 21.19 ng 1218030 1,4-Dichlorobenzene-d4 7.095

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 32
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 Acetone 58 C3H60 000067-64-1 12
Abundance Scan 427 (5.349 min): BF132132.D\data.ms (-419) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
83.0 5.00 5.20 5.40 5.60
Ol 709 PSS m/z 59.18  55.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L LI LA B B
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150 1010 m/z 58.00 17.48%
|30 830 |
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Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
5.00 5.20 5.40 5.60
5000 57.0 m/z 101.10 17.44%
29.0
‘ 101.0
0 m"""m‘w‘m“‘l1""m‘um‘m"‘mwm“uu_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime e RARERARE
43.0 5.00 5.20 5.40 5.60
m/z 41.10 8.47%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011823\
Data File : BF132132.D

Acq On : 18 Jan 2023 22:42
Operator : CG\JU

Sample : 01160-02

Misc

ALS Vial : 13  Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF911823.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 (E)-7-Benzylidene-l-azabicy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.395 5.84 ng 403187  Chrysene-d12 14.307
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 94
2 Triphenylphosphine oxide 278 C18H150P 000791-28-6 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N02 299962-12-2 25
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 25
Abundance Scan 1965 (14.395 min): BF132132.D\data.ms (-1959) (- m/z 277.10 100.00%
277.1
5000
77.0
— =
i d ‘ 5.0 15‘21 ‘ H 14.00 14.50
ol b el b 1y 2369 L mjz 278.10  32.29%
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
5000 — —
77.0 14.00 14.50
183.0 m/z 77.00  26.39%
oomd | mol | Lo |
miz—-> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
o
51.0 14.00 14.50
5000 199.0 m/z 199.00 21.99%
152.0
18.0 95.0
ok \‘ \‘ “ J\“m‘m“ ‘L‘\L‘\‘\\uh‘\\“ i‘”“ U\ ‘\“ ‘M . ‘23‘3‘0‘ T
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy — Pty
277.0 14.00 14.50
m/z 183.00 21.60%
5000
77.0 183.0
e
1 NN N 7 U VMRS L S e A
m/z--> 50 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011823\
Data File : BF132132.D

Acqg On : 18 Jan 2023 22:42
Operator : CG\JU

Sample : 01160-02

Misc

ALS vial : 13 Sample Multiplier: 2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011823.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-... 5.349 21.2 ng 1218030 1 7.095 2299670 20.0
(E)-7-Benzylide... 14.395 5.8 ng 403187 5 14.307 2760340 20.0
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