LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@41422\
Data File : BF127792.D

Acqg On : 14 Apr 2022 11:42
Operator : CG\JU

Sample : PB144000BL

Misc :

ALS vial : 3  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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127792.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.228 495 500 510 rBV 258116 380740 5.99% 0.975%
2 5.598 557 563 566 rBV 4511424 4937991 77.65% 12.639%
3 6.581 724 730 733 rBV 3743004 4999248 78.61% 12.796%
4 6.957 790 794 797 rBV 1314705 1094793 17.22%  2.802%
5 7.522 883 890 893 rBV 3040911 3521540 55.38% 9.013%

.239 1006 1012 1015 rBV 1521119 1401932 22.05% 3
.316 1188 1195 1198 rBV 5811671 6134548 96.47% 15.
.998 1305 1311 1314 rBV 1931674 1622146 25.51% 4.152%
9
4

O O 0

10.792 1439 1446 1449 rBV 4035699 3891237 61.19%
10 11.492 1561 1565 1568 rBV 1851580 1663223 26.15%

11 12.886 1799 1802 1806 rVB 130821 101654 1.60%
12 13.086 1830 1836 1839 rBV 5796661 6359309 100.00% 16.277%

(]
N
o))
(]
R

13 13.592 1919 1922 1927 rBV 79891 72085 1.13% ©.185%
14 14.133 2010 2014 2018 rBV 1503904 1365129 21.47%  3.494%
15 15.657 2267 2273 2282 rVB2 834638 1094647 17.21%  2.802%

16 17.727 2609 2625 2640 rVB3 94874 429579 6.76% 1.100%

Sum of corrected areas: 39069801
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041422\

BF127792.D
: 14 Apr 2022 11:42
: CG\JU
: PB144000BL
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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\BF041422\
Data File : BF127792.D

Acqg On : 14 Apr 2022 11:42
Operator : CG\JU

Sample : PB144000BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.228 6.96 ng 380740 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 500 (5.228 min): BF127792.D\data.ms (-495) (-) m/z 42.95 100.00%
3.0
59.1
5000
101.1 I R R A
‘ 83.0 5.00 5.20 5.40 5.60
ol 2 m/z 59.10 57.70%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B I L LI LN B
5.00 5.20 5.40 5.60
101.0 m/z 101.10 19.15%
270 ‘ 83.0
0 \\\’\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
T S ARREEEEEE
5.00 5.20 5.40 5.60
5000 2410 m/z 58.00 14.99%
ol Al L 12503450
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate ARARMEARE o
43.0 5.00 5.20 5.40 5.60
m/z 41.10 8.68%
5000
58.0
o7t A T
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041422\
Data File : BF127792.D

Acqg On : 14 Apr 2022 11:42
Operator : CG\JU

Sample : PB144000BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 (1,1'-Biphenyl)-4,4'-diamin... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.727 7.85 ng 429579  Perylene-di12 15.656

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1,1'-Biphenyl)-4,4'-diamine, N,... 360 C26H20N2 006311-48-4 87

2 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 58
3 4-Amino-3-[3-(trifluoromethyl)ph... 360 C14H15F3N202SSi 1010500-98-0 52
4 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 52

5 Androst-4-ene-3,17-dione, 12-hyd... 360 C21H32N203 069688-31-9 50

Abundance Scan 2625 (17.727 min): BF127792.D\data.ms (-2609) (-] m/z 360.20 100.00%

360.2
5000
151.9
Cop -
77.0 }202 o 2541 17.50 18.00
0 mwH‘u‘m”_m_Hw‘“‘m_‘w ————  m/z 151.95  37.00%
mlz--> 50 100 150 200 250 300 350 400
Abundance #270190: (1,1'-Biphenyl)-4,4'-diamine, N,N'-bis(phenylme
360.0
5000 —— sy
17.50 18.00
152.0 272.0 m/z 359.15 24.51%
0280 770 | l._2280, |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #269506: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-h
360.0
—— —
17.50 18.00
5000 m/z 361.20 23.73%
207.0
67.0 123.0
50,y ueng | 2o sep |
miz--> 50 100 150 200 250 300 350 400
Abundance #269169: 4-Amino-3-[3-(trifluoromethyl)phenyl]-1,2-thiazc — 1
360.0 17.50 18.00
301.0 m/z 179.10 21.46%
5000
152.0
242.0
SICEY: I O T T
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041422\
Data File : BF127792.D

Acqg On : 14 Apr 2022 11:42
Operator : CG\JU

Sample : PB144000BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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-... 5.228 7.9 ng 380740 1 6.957 1094790 20.0
(1,1'-Biphenyl)... 17.727 7.8 ng 429579 6 15.656 1094650 20.0
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