LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\Data\BG030417\
Data File : BG026066.D

Aca On : 3 Mar 2017 16:30

Operator : SJ/MA

Sample : PB97313BL

Misc :

ALS Vial : 3 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 G\METHODS\8270-BG021717.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 5.168 305 311 320 rVB 540187 806070 12.68% 2.614%
2 5.638 384 391 402 rBVY 1241551 1960642 30.85% 6.357%
3 7.224 652 661 675 rBY 1139904 1912505 30.10% 6.201%
4 7.600 717 725 737 rBVY 1179262 2053529 32.32% 6.659%
5 8.070 797 805 815 rBV 375248 628343 9.89% 2.037%

8.393 853 860 873 rvB 1407578 2393196 37.66% 7.760%
9.222 993 1001 1011 rBV 961965 1738550 27.36% 5.637%
10.867 1271 1281 1292 rBV 495019 908547 14.30% 2.946%
13.299 1688 1695 1707 rBV 2763060 4427567 69.68% 14.356%
14.674 1921 1929 1940 rBV2 728970 1195546 18.81% 3.877%

=
QO ~NO®

11 16.149 2173 2180 2194 rBV 1289904 1982022 31.19% 6.427%
12 17.400 2384 2393 2405 rBV2 966108 1474704 23.21% 4.782%
13 19.997 2829 2835 2851 rBV 4414216 6354533 100.00% 20.604%
14 21.648 3109 3116 3125 rBV 887981 1522335 23.96% 4._.936%
15 24.845 3649 3660 3673 rBV2 484738 1482525 23.33% 4.807%

Sum of corrected areas: 30840614
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\Data\BG030417\

BG026066.D

3 Mar 2017 16:30

SJ/MA

PB97313BL

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BG026066.D

8.39

5.64 722 7.60

9.22

5.17
8.07

10.87

05

Time--> 3. 50

7.00

4.00 450 500 550 600 6.50

750 8.00 8.50 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance

4000000

3000000

13.30

2000000

1000000

TIC: BG026066.D

16.15

17.40
14.67

20,00

21.65

Time-->

oLk

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

4000000

3000000

2000000

1000000

TIC: BG026066.D

24.84

0

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG030417\
Data File : BG026066.D

Aca On : 3 Mar 2017 16:30

Operator : SJ/MA

Sample : PB97313BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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.

5.17 25.66 ng 806070 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 311 (5.168 min): BG026066.D (-305) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 e
480 5.00 520 5.40 5.60
83.0
e el 23082088 1 a7 5910 80.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL LU IS
59.0 480 500 5.20 540 5.60
m/z 101.10 25.14%
27\\'\9 i \‘ 83.0 10%.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 59.0
480 500 520 540 560
5000{ 18.0 m/z 58.10 21.52%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- P PR
59.0 480 5.00 520 5.40 5.60
m/z 41.10 8.69%
5000
41.0
101.0
-~-?@9-Vb~4w-~-|-~-ﬂ-~-|-~-|-~-|-~-|-~-|-~-
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG030417\
Data File : BG026066.D

Aca On : 3 Mar 2017 16:30

Operator : SJ/MA

Sample : PB97313BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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 unknown7.60 Concentration Rank 2

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

7.60 65.36 ng 2053530 1,4-Dichlorobenzene-d4 8.07
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 725 (7.600 min): BG026066.D (-717) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 SRR BURRS LR R S
401 54.1 7.20 7.40 7.60 7.80 8.00
ety -|-|.'.8,1.1. Apusr o m/z 68.10 38.41%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 AL L L B
7.20 7.40 7.60 7.80 8.00
310 510 m/z 134.10 33.08%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 24.63%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl AR e AN
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 96.10 14 .13%
74.0
5000 9go 1160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l RN B G —
m/z--> 40 60 80 100 120 140 160 180 720 7.0 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\Data\BG030417\
Data File : BG026066.D

Acq On : 3 Mar 2017 16:30

Operator : SJ/MA

Sample : PB97313BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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... 5.17 25.7 ng 806070 1 8.07 628343 20.0
unknown? .60 7.60 65.4 ng 2053530 1 8.07 628343 20.0
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