LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112117\

Data File : BG031174.D

Aca On - 22 Nov 2017 5:21 Instrument :
Operator : SJ/JU BNA_G

Sample - 16539-02 ClientSampleld :
Misc - 111517-TIDO-F-D-S
ALS Vial : 22 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-BG111017.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 5.211 322 327 337 rBV 91896 144918 2.56% 0.722%
2 5.699 401 410 422 rBV 272812 476072 8.39% 2.373%
3 7.303 676 683 700 rBV 164086 345161 6.09% 1.721%
4 7.673 736 746 757 rBV 519497 939426 16.56% 4.684%
5 8.137 817 825 834 rBV 183956 320017 5.64% 1.595%

8.460 873 880 892 rBV 743022 1328259 23.42% 6.622%
9.306 1014 1024 1037 rBV 548614 1061247 18.71% 5.291%
10.952 1296 1304 1321 rBV 228303 473254 8.34% 2.359%
1818836 3051484 53.80% 15.213%
14.759 1944 1952 1962 rBV2 429252 763792 13.47% 3.808%
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11 16.240 2198 2204 2224 rBV 913996 1569477 27.67% 7.825%
12 17.497 2411 2418 2431 rBV 668795 1041630 18.37% 5.193%
13 18.361 2560 2565 2575 rBV2 34094 66046 1.16% 0.329%
14 19.624 2776 2780 2789 rBV3 41592 70099 1.24% 0.349%
15 20.088 2853 2859 2873 rBV 4165926 5671492 100.00% 28.276%

16 21.381 3075 3079 3087 rBv4 38412 80311 1.42% 0.400%
17 21.768 3138 3145 3158 rBV 789445 1375459 24 .25% 6.857%
18 25.070 3696 3707 3719 rBV2 424658 1279717 22.56% 6.380%

Sum of corrected areas: 20057861
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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\BG112117\
: BG031174.D

: 22 Nov 2017 5:21

: SJ/JU

: 16539-02

22 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BG031174.D

8.46

7.67 9.31

5.70 7.30 8.14

501 10.95

0
Time-->

9.00 9.50 10.00 10.50 1100 1150 1200 1250

A
LI L L L L L L LB A |

350 400 450 500 550 6.00 6.50

7.00 750 8.00 8.50

Abundance
4000000

3000000

2000000

1000000

TIC: BG031174.D
20,09

13.38

17.50 21.77

14.76

19.62 21.38

18.36

0
Time-->

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: BG031174.D

25.07

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

8270-BG111017.M Wed Nov 22 16:48:01 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031174.D

Aca On : 22 Nov 2017 5:21

Operator : SJ/JU

Sample : 16539-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.21 9.06 ng 144918 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 327 (5.211 min): BG031174.D (-322) (-) m/z 43.00 100.00%
43.0
59.0
5000
e 450 500 5.20 540 560
83.0 : : : : :
0...,....,....,....','!:.?,1'.0.-!-1,....,7.3'.0..,.-...,...:,|....,. m/z 59.00 58.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R IR RS I I
59.0 480 500 520 540 5.60
m/z 101.00 19.94%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.00 16.27%
101.0
o150 31.0 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy-
59.0 4.80 5.00 520 5.40 5.60
31.0 m/z 41.10 9.05%
5000 41.0
73.0
oL 120 | L 51.0“‘ 87.0 1020
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031174.D

Aca On : 22 Nov 2017 5:21

Operator : SJ/JU

Sample : 16539-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.67 Concentration Rank 2

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

7.67 58.71 ng 939426 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 745 (7.667 min): BG031174.D (-736) (-) m/z 132.00 100.00%
132.0
5000 68.0 j\
96.0 LSRR RARE SARNE AL
401 540 740 7.60 7.80 8.00
o....,....|I!...,::..,::l.|,..7.5?,0....,..!.,?1??.?....,....,'...,.. m/z 68.00 38.07%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentena
132.0
3000 i e ke 1k e
410 o o m/z 134.00  35.00%
“‘ \\ ‘\‘\ L1l [ 107.0 ! Ll
OH'W'“'V'“l“'w'“'w'“l“'w'“'w'“l“'w'“'l'“ T
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 "7k 7ho 780 800
5000 ' m/z 66.00 24 .56%
31.0 51.0
79.0
e R RS AR AR RS RAARS RSN BALRN SERSS RS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e

132.0 7.40 7.60 7.80 8.00
m/z 69.10 15.63%

5000
33.0 44.0 0.0 105.0
w00y | s
S B AR

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG112117\
Data File : BG031174.D

Acq On : 22 Nov 2017 5:21

Operator : SJ/JU

Sample - 16539-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.21 9.1 ng 144918 1 8.14 320017 20.0
unknown? .67 7.67 58.7 ng 939426 1 8.14 320017 20.0
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