LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100815.D

Aca On : 22 Nov 2017 10:09

Operator : SJ/JU

Sample - PB104450BL

Misc :

ALS Vial : 4 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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

5.110 509 514 522 rBV 155202 215558 9.44% 1.262%
5.498 575 580 583 rBV 1709978 1719933 75.32% 10.073%
rBvV 1583572 1706253 74.72% 9.993%
6.645 770 775 778 rBV 1818172 1777541 77.84% 10.410%
6.869 810 813 817 rVB 515752 417978 18.30% 2.448%

abrwWNPEF
(9}
a
o
N
\l
N
a1
\l
a1
=
\l
9]
w

7.028 836 840 843 rBV 1666700 1423815 62.35% 8.339%
7.434 903 909 912 rBV 1153462 1098962 48.13% 6.436%
8.151 1026 1031 1035 rBV 641935 556733 24.38% 3.261%
9.228 1208 1214 1217 rBV 2315632 2213496 96.93% 12.964%
9.910 1325 1330 1338 rVB 678583 646953 28.33% 3.789%

=
QO ~NO®

11 10.698 1459 1464 1467 rBV 1424781 1315788 57.62% 7.706%
12 11.392 1578 1582 1586 rBV 785535 699973 30.65% 4_.099%
13 12.980 1847 1852 1855 rBV 2237509 2283534 100.00% 13.374%
14 14.033 2027 2031 2035 rBV 631987 547063 23.96% 3.204%
15 15.510 2276 2282 2291 rVB 342066 451248 19.76% 2.643%

Sum of corrected areas: 17074828
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\
Data File : BF100815.D

Aca On - 22 Nov 2017 10:09

Operator : SJ/JU

Sample : PB104450BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF100815.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100815.D

Aca On : 22 Nov 2017 10:09

Operator : SJ/JU

Sample - PB104450BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.11 10.31 ng 215558 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 514 (5.110 min): BF100815.D (-509) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 IR ARSI RN AR
| 83.0 | 4.80 500 5.20 5.40
ot m/z 59.10 54.78%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR R AN AR
4.80 500 5.20 5.40
59.0 m/z 101.10 18.46%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.00 14.92%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LI L L L B L BB |
43.0 4.80 500 5.20 5.40
m/z 41.10 8.60%
5000
101.0
15.0
| 21. 560 T
0"'w*"w'NHV"'ﬁ"'w'{'w"'h"'VQQQw"'V"'w IR AR R LR AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100815.D

Aca On : 22 Nov 2017 10:09

Operator : SJ/JU

Sample - PB104450BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.65 Concentration Rank 1

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

6.65 85.05 ng 1777540 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 776 (6.651 min): BF100815.D (-770) (-) m/z 132.00 100.00%
132.0
5000
68.1 S | N
40.0 54.0 %.1 6.40 6.60 6.80 7.00
o} R B m/z 134.00 32.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR IS R R
6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 26 .68%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 16.44%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180 1
Abundance #52379: Tranylcypromine-propiony! R S REmmsnas
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.10 11.24%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R aa e e
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:\HPCHEMI1\BNA_F\DATA\BF112217\
Data File : BF100815.D

Acq On : 22 Nov 2017 10:09

Operator : SJ/JU

Sample - PB104450BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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... 5.11 10.3 ng 215558 1 6.87 417978 20.0
unknown6 .65 6.65 85.0 ng 1777540 1 6.87 417978 20.0
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