LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119841.D

Aca On : 8 Apr 2020 23:23

Operator : MA/SJ

Sample : PB128072BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF040820 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.992 488 494 502 rBV 249359 360457 4 .36% 0.726%
2 5.387 555 561 564 rBY 4751563 5659091 68.52% 11.404%
3 6.404 727 734 736 rBVY 4706001 5798085 70.20% 11.684%
4 6.763 792 795 799 rVB 1198687 1001419 12.12% 2.018%
5 6.922 817 822 825 rBVY 4785590 4607687 55.79% 9.285%

7.334 885 892 895 rBV 3346068 3855239 46.68% 7.769%
8.051 1008 1014 1017 rBV 1446123 1387920 16.80% 2.797%
9.133 1191 1198 1201 rBV 6811138 7074088 85.65% 14.255%
9.810 1307 1313 1316 rBV 1666785 1673990 20.27% 3.373%
10.598 1440 1447 1451 rBV 4217798 4848395 58.70% 9.770%

=
QO ~NO®

11 11.292 1556 1565 1569 rBV 2038892 1714871 20.76% 3.456%
12 12.892 1831 1837 1840 rBV 7799303 8259423 100.00% 16.644%
13 13.933 2010 2014 2017 rBV 1979601 1644229 19.91% 3.313%
14 15.368 2253 2258 2263 rBVY 1138788 1317765 15.95% 2.655%
15 16.615 2458 2470 2482 rBv4 114080 421727 5.11% 0.850%

Sum of corrected areas: 49624386
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF040820\
: BF119841.D

: 8 Apr 2020 23:23

: MA/SJ

: PB128072BL

- 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119841.D

Aca On : 8 Apr 2020 23:23

Operator : MA/SJ

Sample : PB128072BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

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

R.T. EstConc Area Relative to ISTD R.T.

4.99 7.20 ng 360457 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 494 (4.992 min): BF119841.D (-488) (-) m/z 42.95 100.00%
43
59
5000
101 4.60 4.80 5.00 5.20 5.40
o Sl 8s | 77 59.00  57.69%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SR A SR
4.60 4.80 5.00 5.20 5.40
m/z 101.00 16.50%
o 25 3t 37 , 83 o3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 58.00 16.08%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A L R
59 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.59%
5000 41
31
| [
0..,.%5..,..a‘l,....‘il‘...,??H‘.i....i....,....,...g?,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119841.D

Aca On : 8 Apr 2020 23:23

Operator : MA/SJ

Sample : PB128072BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Dibenzylidene 4,4"-biphenyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.62 6.40 ng 421727 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 90
2 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 49
3 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 47
4 Androst-4-ene-3.17-dione. 12-hvd... 360 C21H32N203 069688-31-9 47
5 Pentacyclo[18.4.1.1(2,7).1(8,13)... 360 C28H24 101077-60-5 43
Abundance Scan 2471 (16.621 min): BF119841.D (-2458) (-) ; m/z 360.20 100.00%
360
5000 152 j\
179 Y S
51 77 127 207 228 254 og1 16.40 16.60 16.80 17.00
Ol B T L TR b m/z 152.00 40.37%
m/z--> 50 100 150 200 250 300 350
Abundance #190926: Dibenzylidene 4,4'-biphenylenediamine A
360
5000 LRI UL BN SULBUSE IR
16.40 16.60 16.80 17.00
152 272 m/z 361.20 32 .34%
179
oL_28 51 77 103 127 |, 202 228 254 ]
m/z--> 50 100 150 200 2éo " 300 350
Abundance
360
" 16.40 16,60 16.80 17.00
5000 m/z 359.20 24 .51%
78 180
28 51 109129 151 214 240258 284 317 342
m/z--> 50 100 150 200 250 300 350
Abundance #190435: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro... R
16.40 16.60 16.80 17.00
m/z 179.05 23.33%
5000
207
180 332
0 15 3\9 A 6¥7 n 9? 112\3. 1?3\\ JL 225 257 285 314 ‘\ { {
m/z--> 50 100 150 200 2éo 300 350 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040820\
Data File : BF119841.D

Acq On : 8 Apr 2020 23:23

Operator : MA/SJ

Sample : PB128072BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.99 7.2 ng 360457 1 6.76 1001420 20.0
Dibenzylidene 4,4_... 16.62 6.4 ng 421727 6 15.37 1317770 20.0
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