Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\HPCHEM1I\BNA G\DATA\BG052918\
BG034779.D
29 May 2018 16:23
SJ/JU
PB109739BL

4

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.2
0

Peak separation: 5

Method = Z:\HPCHEM1\BNA G\METHODS\8270-BG051618.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr.
# min scan scan scan TY heiaht area % max.
1 5.138 310 315 322 rVB 116919 175812 2.44%
2 5.614 388 396 406 rBY 1539258 2480064 34.44%
3 7.206 659 667 677 rBY 1499892 2683526 37.27%
4 7.571 721 729 740 rBV 1464747 2521988 35.02%
5 8.035 796 808 816 rBV 287020 501865 6.97%
6 8.358 855 863 870 rBVY 1127128 1947101 27.04%
7 9.198 998 1006 1017 rBV 891752 1586200 22.03%
8 10.849 1278 1287 1300 rBV 331920 623349 8.66%
9 13.299 1697 1704 1717 rBV 2311982 3696319 51.33%
10 14.680 1933 1939 1948 rBV2 526774 882699 12.26%
11 16.172 2186 2193 2211 rBV 2023578 3314152 46.02%
12 17.436 2401 2408 2416 rBV2 794885 1261420 17.52%
13 20.050 2847 2853 2867 rBVY 5278147 7201038 100.00%
14 21.725 3131 3138 3146 rBvV 942786 1649786 22.91%
15 24.986 3681 3693 3706 rBV2 512872 1640524 22.78%
Sum of corrected areas: 32165843
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Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

8.343%
7.841%
1.560%

6.053%
4_.931%
1.938%
11.491%
2.744%

10.303%
3.922%
22.387%
5.129%
5.100%
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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:\HPCHEM1I\BNA G\DATA\BG052918\

BG034779.D

29 May 2018 16:23

SJ/Ju

PB109739BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG051618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BG034779.D

5.61 7.21 7.57

8.36
9.20

8.03 10.85

5.14

0
Time-->
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TIC: BG034779.D

T T T T T
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20105

16.17

21.72
17.44

14.68

Time-->
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5000000

4000000

3000000

2000000

1000000
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TIC: BG034779.D

24.99

0l

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\BG052918\
Data File : BG034779.D

Aca On : 29 May 2018 16:23

Operator : SJ/JU

Sample : PB109739BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG051618_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 unknown5.14 Concentration Rank 3

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

5.14 7.01 ng 175812 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 43
2 Oxirane. [(1-methvlethoxv)methvl1- 116 C6H1202 004016-14-2 38
3 5-Ethvl-3-methvlhept-1-en-4-ol 156 C10H200 286424-80-4 23
4 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 17
5 2,3-Dimethyloxirane-2-carboxylic... 130 C6H1003 1000306-64-4 17

Abundance Scan 315 (5.138 min): BG034779.D (-310) (-) m/z 43.10 100.00%
48
5000
101
IIIIIIIIIIIIIIIIIIIA
4.80 5.00 5.20 5.40
O b6, 186 207 240267 315 386 445 | sz 59.05  71.84%
mz—-> 0 50 100 150 200 250 300 350 400
Abundance
59
5000; 18 BN S S IR

4.80 5.00 5.20 5.40
m/z 101.10 32.61%

Oy T T T e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
T TR T T
4.80 5.00 520 5.40
5000 m/z 58.05 16.13%
101
73
O r T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #28309: 5-Ethyl-3-methylhept-1-en-4-ol
59 4.80 5.00 520 5.40
m/z 41.10 10.13%
101
5000
29
o by
m/z--> 0 50 100 150 200 250 300 350 400 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG052918\
Data File : BG034779.D

Aca On : 29 May 2018 16:23

Operator : SJ/JU

Sample : PB109739BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG051618_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 unknown7.57 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.57 100.51 ng 2521990 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 729 (7.571 min): BG034779.D (-721) (-) m/z 132.00 100.00%
132
5000 68
w | ¥ 720 7.40 7.60 7.80 8.00
ol e X209 281 820 022 m/z 68.10 50.07%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
69
104
5000 AR RARSE LARRARARREY

7.20 7.40 7.60 7.80 8.00
m/z 134.00 32.12%

31
oyttt
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
R L I
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 28.91%
33 105
70
oleipb el e i i i i i i i i ;e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #52379: Tranylcypromine-propionyl o R
57 132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 22.20%
5000 98
S 1 A (O A Y |
m/z--> 50 100 150 200 250 300 350 400 450 500 7.20 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052918\
Data File : BG034779.D

Acq On : 29 May 2018 16:23

Operator : SJ/JU

Sample : PB109739BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051618_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]|
unknown5.14 5.14 7.0 ng 175812 1 8.03 501865 20.0
unknown? .57 7.57 100.5 ng 2521990 1 8.03 501865 20.0
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