LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063018\

Data File : BG035538.D

Aca On : 30 Jun 2018 12:17 Instrument :

Operator : JU/SJ ?:II\:gﬁ(t;Sam ol

3‘?”'0'6 : J3757-05 062618-DBRFI)-F-U-M
isc :

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG060718 .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 5.638 394 400 412 rBV 166661 280986 8.47% 2.329%
2 7.224 663 670 680 rBV 130495 232569 7.01% 1.928%
3 7.594 727 733 743 rBV 326143 568721 17.15% 4.714%
4 8.064 804 813 821 rBV 114432 192158 5.80% 1.593%
5 8.387 860 868 876 rBV 470139 800448 24.14% 6.634%

9.227 1002 1011 1018 rBV 390983 722593 21.79% 5.989%
10.866 1282 1290 1298 rBV 144340 260863 7.87% 2.162%
13.310 1698 1706 1721 rBVY 1183210 1882034 56.76% 15.598%
65500 90430 2.73% 0.749%
14.685 1933 1940 1947 rVB2 268215 434342 13.10% 3.600%
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11 15.965 2153 2158 2163 rBV2 40682 51187 1.54% 0.424%
12 16.165 2186 2192 2204 rBV 673978 1057612 31.90% 8.765%
13 17.422 2400 2406 2415 rBV2 411522 641172 19.34% 5.314%
14 18.303 2549 2556 2563 rBV5 21768 34317 1.03% 0.284%
15 20.030 2844 2850 2856 rBV 2516125 3315915 100.00% 27.482%

16 21.328 3066 3071 3078 rBV5 37147 68746 2.07% 0.570%
17 21.693 3126 3133 3141 rVB2 443116 742083 22.38% 6.150%
18 24.918 3669 3682 3696 rVB 256686 689470 20.79% 5.714%

Sum of corrected areas: 12065646
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG063018\

Data File : BG035538.D

Aca On : 30 Jun 2018 12:17

Operator : JU/SJ

ﬁ?ggle i J3757-05 062618-DBRI-F-U-M
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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: BG035538.D
2500000

2000000
1500000
1000000

500000 55 8.39 923

5.64 7.22 8.06 10.87

Time--> 3.50 4.00 4.50 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 1100 1150 1200 12.50

Abundance TIC: BG035538.D
2500000 2003

2000000

1500000
13.31
1000000
16.16
500000 17.42 21.69

14.68
14.13 [l 15.9 18.30 21.33

O e e e e e e T T T T e S e e e T

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 TIC: BG035538.D
2500000

2000000

1500000

1000000

500000
24.92

R T T e B T e L = S s e Y

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:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063018\
Data File : BG035538.D

Aca On : 30 Jun 2018 12:17

Operator : JU/SJ

Sample : J3757-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 unknown7.59 Concentration Rank 2

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

7.59 59.19 ng 568721 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 732 (7.588 min): BG035538.D (-727) (-) m/z 132.10 100.00%
132.1
68.2 /\
5000
e
7.20 7.40 7.60 7.80 8.00
o! 2228 Tni/z 68,15 53.00%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 A R LR LR L
7.20 7.40 7.60 7.80 8.00
210 m/z 66.15 33.89%
0 “JmN'N”|""|”"|"”|""|”"|"'w""|'“'|
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
132.0
N RARARRARRARARAE AR
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.10 32.90%
06,0 530
O L S L L WL S B B IR
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14144: 5-Fluoro-2-chloropyrimidine A R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 22.77%
5000
33.0
Ll
0 ”"rlJ”I"'W""P"'I'”'I"”I"'W""I”"I A R L R L
mz-> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG063018\

Data File : BG035538.D

Aca On : 30 Jun 2018 12:17

Operator : JU/SJ

ﬁ?ggle i J3757-05 062618-DBRI-F-U-M
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 3 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.36 ng 51187 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 83
2 Quinoline. 2.4-dimethvl- 157 C11H1i1IN 001198-37-4 59
3 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 38
4 3-Chloro2-fluorobenzoic acid. 6-... 384 C22H34CIF02 1000338-65-3 36
5 3-Chloro2-fluorobenzoic acid, 3-... 342 C19H28CIF02 1000338-63-8 36
Abundance Scan 2159 (15.971 min): BG035538.D (-2153) (-) m/z 157.15 100.00%
157.2
5000
115.2
431 87.0 2082 15,60 15.80 16.00 16.20
IR WPV WO | U ,|. 2l2 B sz 115015 32.37%
m/z--> 50 100 150 200 250 300
Abundance #123850: Triethyl citrate
157.0
29.0 L DAL SR B e
2000 115.0 15.|60 15.|80 16.IOO 16.|20 '
203.0 m/z 203.15 17.63%
oL (0080 | 28102770
m/z--> 50 100 150 200 250 300
Abundance
157.0
15,60 15.80 16.00 16.20
5000 m/z 111.15 8.57%
115.0
51.0 77.0
NN s L (L WL L WL WL
m/z--> 50 100 150 200 250 300
Abundance #29219: 1-Amino-2-methylnaphthalene
157.0 15.60 15.80 16.00 16.20

m/z 129.15 8.08%

5000

s10 770 0

ottt R L 1

T
m/z--> 50 100 150 200 250 300 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG063018\

Data File : BG035538.D

Acq On : 30 Jun 2018 12:17

Operator : JU/SJ

ﬁ?ggle i J3757-05 062618-DBRI-F-U-M
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .59 7.59 59.2 ng 568721 1 8.06 192158 20.0
Triethyl citrate 15.97 2.4 ng 51187 3 14.68 434342 20.0
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