LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106367.D

Aca On : 13 Jun 2018 1:53

Operator : JU/SJ

Sample : PB110114BL

Misc :

ALS Vial : 30 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-BF061118.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 5.219 485 490 497 rBV 265951 332331 8.85% 1.132%
2 5.619 555 558 577 rVB 2975143 3434147 91.48% 11.699%
3 6.619 724 728 747 rBV 2453139 3549346 94.55% 12.092%
4 6.760 747 752 755 rBVY 3372531 3149178 83.89% 10.728%
5 6.972 785 788 792 rBVY 1003009 823343 21.93% 2.805%

7.131 811 815 818 rBV 2975353 2651958 70.65% 9.034%
7.537 879 884 887 rBV 2201728 2070473 55.16% 7.054%
1141898 922522 24.57% 3.143%
9.331 1184 1189 1192 rBV 3703982 3328572 88.67% 11.340%
10.013 1301 1305 1309 rBV 1035858 895022 23.84% 3.049%
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11 10.807 1436 1440 1459 rBV 1834487 1789441 47.67% 6.096%
12 11.507 1555 1559 1562 rBV 1073588 926419 24.68% 3.156%
13 13.089 1824 1828 1832 rBV 3611303 3753915 100.00% 12.789%
14 14.154 2005 2009 2012 rBV 1097377 1002318 26.70% 3.415%
15 15.689 2265 2270 2277 rVB 567337 724763 19.31% 2.469%

Sum of corrected areas: 29353748
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106367.D

Aca On 13 Jun 2018 1:53

Operator : JU/SJ

Sample : PB110114BL

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF106367.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106367.D

Aca On 13 Jun 2018 1:53

Operator : JU/SJ

Sample : PB110114BL

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.22 8.07 ng 332331 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 37
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 490 (5.219 min): BF106367.D (-485) (-) m/z 43.00 100.00%
a3
59
5000
101 R L R UL I
51 | 83 | 480 5.00 520 5.40 5.60
N T | NSRS HNMFR NS SN m/z 59.00 56.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R U LR
480 5.00 520 5.40 5.60
m/z 101.00 18.70%
15 31 101
0 ‘ Tl . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 500 520 540 560
5000 m/z 58.00 15.76%
29 101
ok 2 7383
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 A e
59 480 5.00 520 5.40 5.60
m/z 41.00 8.62%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 Jo 55 eb 70 80 90 100 110 120 150 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106367.D

Aca On 13 Jun 2018 1:53

Operator : JU/SJ

Sample : PB110114BL

Misc :

ALS Vial : 30 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061118_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.76 Concentration Rank 1

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

6.76 76 .50 ng 3149180 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 752 (6.760 min): BF106367.D (-747) (-) m/z 132.10 100.00%
132
5000 68
40 % ‘ 6.40 660 6.80 7.00
54 : - : :
ol Jrer | asus Yo Tm/z 68.10  40.99%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LSRR SR SRR
6.40 6.60 6.80 7.00
2 78 m/z 134.10 34 .59%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.40 660 6.80 7.00
5000 gg 116 m/z 66.00 25.53%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R B e R
132 6.40 6.60 6.80 7.00
m/z 69.10 16.36%
5000
63 81
0 3\1 59 1 ‘\‘ 1 72\ ‘\ \92 10\]-\ 112 |
m/z--> 40 60 80 100 120 140 160 180 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\BF061218\
Data File : BF106367.D

Acq On : 13 Jun 2018 1:53

Operator : JU/SJ

Sample : PB110114BL

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.22 8.1 ng 332331 1 6.97 823343 20.0
unknown6 .76 6.76 76.5 ng 3149180 1 6.97 823343 20.0
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