LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG030417\

Data File : BG026074.D

Aca On 3 Mar 2017 21:46 Instrument :

Operator : SJ/MA BNA_G

Sample - 12083-02 ClientSampleld :

Vi - 022817-PRRT-F-U-M
isc :

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:\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

5.172 306 312 319 rBV 136120 203532 3.18% 0.762%
5.636 385 391 401 rBV 422996 681224 10.64% 2 .550%
rBv 263251 473839 7.40% 1.774%
7.598 718 725 735 rBV 782880 1348337 21.06% 5.048%
8.068 796 805 812 rBV 375204 643248 10.05% 2.408%
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8.391 852 860 869 rBV 1150768 2028242 31.67% 7.594%
9.226 994 1002 1012 rBV 860395 1550976 24.22% 5.807%
10.871 1273 1282 1291 rBV 536129 957893 14.96% 3.586%
13.303 1687 1696 1709 rBV 2771221 4291736 67.02% 16.068%
14.114 1828 1834 1841 rBV 64142 96191 1.50% 0.360%

=
QO ~NO®

11 14.672 1921 1929 1943 rBV2 813666 1283693 20.05% 4._.806%
12 16.147 2173 2180 2195 rBV 1285755 2009760 31.39% 7.524%
13 17.399 2386 2393 2404 rBV2 973792 1565304 24.44% 5.860%
14 19.995 2828 2835 2854 rBV 4558365 6403463 100.00% 23.974%
15 21.646 3109 3116 3126 rBV 971787 1605009 25.06% 6.009%

16 24.837 3649 3659 3672 rBV3 516217 1567460 24.48% 5.868%

Sum of corrected areas: 26709907
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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\

BG026074.D

3 Mar 2017 21:46

SJ/MA

12083-02

11 Sample Multiplier: 1

: Z:\HPCHEM1I\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: BG026074.D

8.39
9.23

1

7.60

5.64
5.17

7.22 8.07

10.87

05

Time--> 3. 50

7.00

6.50

4.00 450 500 550 600

750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance

4000000

3000000

13.30

2000000

1000000

TIC: BG026074.D

16.15

17.40
14.67

14.11

2000

21.65

Time-->

oL
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
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Abundance

4000000

3000000

2000000

1000000

TIC: BG026074.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 : BG026074.D

Aca On : 3 Mar 2017 21:46

Operator : SJ/MA

Sample : 12083-02

Misc :

ALS Vial : 11 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 6.33 ng 203532 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 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 36
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 36
52,2,3,3,5,8,11-Heptamethyl-4,7,1... 348 C18H4004Si 1000367-07-2 33
Abundance Scan 312 (5.172 min): BG026074.D (-306) (-) m/z 43.10 100.00%
431
5000
101.1

505.0 480 5.00 520 5.40 5.60
b e e e | m/z 59.10  77.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L L L L L
480 5.00 520 5.40 5.60
m/z 101.10 26.37%
‘ 101.0
B L B s
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
e SRR
480 5.00 520 5.40 5.60
5000 18.0 m/z 58.10 21.24%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 480 5.00 520 5.40 5.60
m/z 41.10 8.57%
5000 101.0
“.ll, PO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BG026074.D

Aca On : 3 Mar 2017 21:46

Operator : SJ/MA

Sample : 12083-02

Misc :

ALS Vial : 11 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 41.92 ng 1348340 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35

2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 725 (7.598 min): BG026074.D (-718) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 T T T T
400 541 7.20 7.40 7.60 7.80 8.00
ety -|-|.'.?3.2. S - | m/z 68.10 37.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i T e T i
40 T o m/z 134.10  32.52%
— R‘Lrlol ””87::"?'” S "‘I — H. ———
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
@0 750 Th0 760 7H0 b0
5000 ' m/z 66.10 24 _.38%
31.0 51.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl S
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 14.27%
74.0
5000 9go 1160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l /AN A W —
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 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 : BG026074.D

Acq On : 3 Mar 2017 21:46

Operator : SJ/MA

Sample - 12083-02

Misc :

ALS Vial : 11 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 6.3 ng 203532 1 8.07 643248 20.0
unknown? .60 7.60 41.9 ng 1348340 1 8.07 643248 20.0
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