LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012423\
Data File : BF132194.D

Acqg On : 24 Jan 2023 15:49
Operator : CG\JU

Sample : PB150197BL

Misc :

ALS Vvial : 13  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-BF012423.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132194.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total

1 5.343 419 426 438 rVB 2172303 3012994 25.84% 4.617%
2 5.713 483 489 492 rBV 6216079 7355234 63.07% 11.270%
3 6.695 649 656 659 rBV 5984254 7421036 63.64% 11.371%
4 7.078 717 721 725 rBV 2232783 1723670 14.78% 2.641%
5 7.648 811 818 821 rBV 4536126 4957652 42.51% 7.596%
6 8.366 935 940 943 rBV 2808961 2228981 19.11% 3.415%
7 9.448 1117 1124 1127 rBV 10921355 9940550 85.24% 15.231%
8 10.130 1236 1240 1244 rBV 3271987 2762500 23.69% 4.233%
9 10.930 1371 1376 1379 rBV 7180400 6950770 59.61% 10.650%
10 11.630 1491 1495 1498 rBV 3638172 2934602 25.17% 4.496%
11 13.230 1762 1767 1770 rBV 12077778 11661240 100.00% 17.867%
12 14.289 1943 1947 1951 rBV 2368765 2283326 19.58% 3.499%
13 15.883 2212 2218 2233 rBV 1274275 1684433 14.44% 2.581%
14 18.483 2647 2660 2675 rBV3 79251 348320 2.99% 0.534%

Sum of corrected areas: 65265308
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

: 24 Jan 2023 15:49
: CG\JU
: PB150197BL

.13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012423\
BF132194.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.2e+07

1le+07
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6000000
4000000
2000000
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TIC: BF132194.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012423\
Data File : BF132194.D

Acq On : 24 Jan 2023 15:49

Operator : CG\JU

Sample : PB150197BL

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
5.343 34.96 ng 3012990 1,4-Dichlorobenzene-d4 7.078
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Acetone 58 C3H60 000067-64-1 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 426 (5.343 min): BF132194.D\data.ms (-419) (-) m/z 43.00 100.00%
3.0
5000
101.0 AARERREEEE L
‘ 5.00 5.20 5.40 5.60
Ol 80 1910 /7 59.00  50.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L L L L L
5.00 5.20 5.40 5.60
‘ 101.0 m/z 101.00 20.36%
O\\\\‘\\‘\\“h\\\w“\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4528: 2,3-Butanedione, monooxime
43.0
e AAAREaRmEEE
5.00 5.20 5.40 5.60
5000 m/z 58.00 17.77%
101.0
o180 | ee0
— e —_—
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4153: 1-Propen-2-ol, acetate “‘H“‘H“‘H“‘H“‘
43.0 5.00 5.20 5.40 5.60
m/z 41.10 8.22%
5000
1ﬁ0 | 720 100.0
O . R R
m/z--> 20 40 60 80 100 120 140 160 180 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012423\
Data File : BF132194.D

Acq On : 24 Jan 2023 15:49
Operator : CG\JU

Sample : PB150197BL

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 (1,1'-Biphenyl)-4,4'-diamin... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.483 4.14 ng 348320  Perylene-di12 15.883
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (1,1'-Biphenyl)-4,4'-diamine, N,... 360 C26H20N2 006311-48-4 93
2 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 50
3 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 49
4 Jaceidin 360 C18H1608 010173-01-0 47
5 N,N'-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 46

Abundance Scan 2660 (18.483 min): BF132194.D\data.ms (-2647) (- m/z 360.15 100.00%

360.1
5000 152.0

77.0 254.0 1850
208.0
b 4208070, | MISC i) 00 41.94%

m/z--> 50 100 150 200 250 300 350 400
Abundance #270193: (1,1'-Biphenyl)-4,4'-diamine, N,N'-bis(phenylme
360.0

5000
152.0 1850
77.0 m/z 179.05 31.87%

\\\\NVW\Wﬁ \‘2020254'0 e
m/z--> 50 100 150 200 250 300 350 400
Abundance #269506: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-h
360.0

o

o

18.50
5000 m/z 359.15 25.46%
207.0
150, 210 1230 | | 25703020
] eI EN PSP NS I e S D IS
m/z--> 50 100 150 200 250 300 350 400

Abundance #270188: 1,10-Phenanthroline, 2,9-dimethyl-4,7-dipheny

360.0 1850

m/z 361.15  24.86%

5000
180.0
0 1y 77\ 0 129 h L \‘ ‘ 283.0 I

m/z--> 50 100 150 200 250 300 350 400 1850
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012423\
Data File : BF132194.D

Acqg On : 24 Jan 2023 15:49
Operator : CG\JU

Sample : PB150197BL

Misc

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012423.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-... 5.343 35.0 ng 3012990 1 7.078 1723670 20.0
(1,1'-Biphenyl)... 18.483 4.1 ng 348320 6 15.883 1684430 20.0
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