LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106929.D

Aca On 28 Jun 2018 19:08

Operator : JU/SJ

Sample : PB110673BL

Misc :

ALS Vial : 6 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-BF061918 .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 5.207 484 488 501 rBV 169983 229920 8.49% 1.237%
2 5.601 550 555 558 rBY 1858617 1856948 68.59% 9.994%
3 6.595 719 724 728 rBVY 1595645 1900588 70.20% 10.228%
4 6.731 742 747 750 rBVY 1897329 1934287 71.44% 10.410%
5 6.954 781 785 788 rBV 427886 387432 14.31% 2.085%

7.107 807 811 815 rBV 1649797 1589205 58.70% 8.553%
7.519 875 881 884 rBV 1198024 1271089 46.95% 6.841%
474580 490453 18.11% 2.639%
9.307 1180 1185 1189 rBV 2280088 2381178 87.95% 12.815%
9.995 1297 1302 1312 rBB 585512 577623 21.33% 3.109%
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11 10.789 1432 1437 1440 rBV 1635677 1614962 59.65% 8.691%
12 11.483 1551 1555 1569 rBB 641976 635464 23.47% 3.420%
13 13.071 1820 1825 1828 rBV 2506402 2707451 100.00% 14.571%
14 14.136 2002 2006 2015 rBV 620068 570342 21.07% 3.069%
15 15.671 2261 2267 2277 rVB 306505 434539 16.05% 2.339%

Sum of corrected areas: 18581481
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062818\

BF106929.D

28 Jun 2018 19:08

JussJ

PB110673BL

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106929.D

Aca On : 28 Jun 2018 19:08

Operator : JU/SJ

Sample : PB110673BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 3
R.T. EstConc Area Relative to ISTD R.T.

521 11.87ng 229920  1,4-Dichlorobenzene-da 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 64

000540-88-5 39
001116-98-9 25

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 488 (5.207 min): BF106929.D (-484) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.1 R et A
| 83.0 | 480 500 520 5.40 5.60
S NESSMBS | NSNS HRBSMESr hf! S— m/z 59.00 59.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SN NN L L L L LB L L
480 5.00 5.20 5.40 5.60
59.0 m/z 101.10 20-98%
101.0
210 700 80
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
T
570 4.80 5.00 520 540 5.60
5000 m/z 58.00 15.70%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e ERam EEm R
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.00%
5000 41.0
[N | 1730 1260 1420
rer e e e o e e e e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106929.D

Aca On : 28 Jun 2018 19:08

Operator : JU/SJ

Sample : PB110673BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2 unknown6.73 Concentration Rank 1

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

6.73 99.85 ng 1934290 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 747 (6.731 min): BF106929.D (-742) (-) m/z 132.10 100.00%
3p.1
5000 68.1
96.1 DRSS A SRR
40.0 540 6.40 6.60 6.80 7.00
..,....,....,....:....,::..,::.-.|,..':.,??.9,..!.,}97.,0....,...., I m/z 68.10 40.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 BLSRRAE SURE E RN
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 33.24%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.36%
41.0 97.0
53.0
79.0 117.0
wmwmwwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.94%
5000
150 280 390 520 830 770 900 1040 .., |
m/z--> 10 20 §0 Jo 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062818\
Data File : BF106929.D

Acq On 28 Jun 2018 19:08

Operator : JU/SJ

Sample : PB110673BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.21 11.9 ng 229920 1 6.95 387432 20.0
unknown6.73 6.73 99.8 ng 1934290 1 6.95 387432 20.0
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