LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110217\
Data File : BG030668.D

Aca On > 2 Nov 2017 18:45

Operator : SJ/JU

Sample : PB103908BL

Misc :

ALS Vial : 6 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:\HPCHEM1\BNA G\METHODS\8270-BG101617.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

5.233 325 331 339 rVB 138786 214263 4._.58% 1.001%
5.709 405 412 425 rBvV 861679 1379776 29.49% 6.449%
rBv 866946 1499679 32.06% 7.009%
7.683 741 748 758 rBV 848073 1476350 31.56% 6.900%
8.153 821 828 836 rBV 188891 311933 6.67% 1.458%
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8.482 873 884 893 rBvV 652326 1150674 24.60% 5.378%
9.316 1018 1026 1038 rBV 486699 893427 19.10% 4.176%
10.967 1300 1307 1320 rBV 254049 477765 10.21% 2.233%
13.394 1713 1720 1734 rBV 1670843 2619987 56.00% 12.246%
14.769 1947 1954 1964 rBV2 485010 779604 16.66% 3.644%

=
QO ~NO®

11 16.249 2199 2206 2220 rBV 1406438 2173533 46.46% 10.159%
12 17.507 2413 2420 2433 rBvV2 707602 1066814 22.80% 4.986%
13 20.098 2855 2861 2875 rBV 3692302 4678142 100.00% 21.865%
14 21.778 3140 3147 3155 rBV2 784488 1346557 28.78% 6.294%
15 25.080 3698 3709 3720 rVB 473680 1326667 28.36% 6.201%

Sum of corrected areas: 21395171
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG110217\

BG030668.D

2 Nov 2017 18:45

SJ/Ju

PB103908BL

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: BG030668.D
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3000000

2500000

2000000

1500000
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TIC: BG030668.D

13.39

17.51
14.77

20.10

21.78

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
3500000

3000000

2500000

2000000

1500000

1000000
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0

TIC: BG030668.D

25.08

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110217\
Data File : BG030668.D

Aca On : 2 Nov 2017 18:45

Operator : SJ/JU

Sample : PB103908BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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.

5.23 13.74 ng 214263 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 331 (5.233 min): BG030668.D (-325) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 INRRARNARRESARRE RN R
| 83.1 | 480 500 520 5.40 5.60
1 MY s S A SS m/z 59.00 56.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N LS UL R A
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.00 19.79%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 5.40 560
5000 410 m/z 58.00 13.90%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 480 500 520 5.40 5.60
m/z 41.00 8.55%
5000 1010
28.0 59.0 610
...,%‘?5(.),..:‘M....q‘.:..,.:‘l:‘i....,?.'(.).,.T..,....,;...,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110217\
Data File : BG030668.D

Aca On : 2 Nov 2017 18:45

Operator : SJ/JU

Sample : PB103908BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 unknown7.68 Concentration Rank 1

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

7.68 94 .66 ng 1476350 1,4-Dichlorobenzene-d4 8.15
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 748 (7.683 min): BG030668.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.0
0o sio || %O J T T 780 80
e L e N LA T B B m/z 68.00 41.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I L IR R R
7.40 7.60 7.80 8.00
310 510 m/z 134.00 32.46%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 25.92%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B o e
57.0 132.0 7.40 7.60 7.80 8.00
240 m/z 69.10 15.95%
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R ARARRE RS S
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG110217\
Data File : BG030668.D

Acq On > 2 Nov 2017 18:45

Operator : SJ/JU

Sample : PB103908BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .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... 5.23 13.7 ng 214263 1 8.15 311933 20.0
unknown7 .68 7.68 94.7 ng 1476350 1 8.15 311933 20.0
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