LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG112217\
Data File : BG031188.D

Aca On : 22 Nov 2017 14:17

Operator : SJ/JU

Sample - PB104484BL

Misc :

ALS Vial : 3 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

5.213 321 327 335 rBV 47918 76703 1.59% 0.378%
5.695 402 409 430 rBvV 787585 1341282 27.74% 6.616%
rBv 778877 1427948 29.54% 7.043%
7.669 738 745 764 rVB 801013 1446788 29.93% 7.136%
8.133 818 824 837 rVB 153929 271138 5.61% 1.337%
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8.462 871 880 892 rVB 610139 1111326 22.99% 5.482%
9.302 1015 1023 1040 rBV 433939 847779 17 .54% 4.182%
10.953 1294 1304 1315 rBV 188745 400825 8.29% 1.977%
13.380 1710 1717 1731 rBV 1556636 2550081 52.75% 12.578%
14.760 1944 1952 1964 rBV2 362867 648793 13.42% 3.200%

=
QO ~NO®

11 16.241 2197 2204 2224 rBV 1201846 2035290 42.10% 10.039%
12 17.498 2411 2418 2432 rBV 552589 927461 19.18% 4_575%
13 20.089 2852 2859 2870 rBV 3507658 4834668 100.00% 23.847%
14 21.770 3137 3145 3160 rBV2 666791 1233630 25.52% 6.085%
15 25.072 3696 3707 3721 rBV2 354307 1119964 23.17% 5.524%

Sum of corrected areas: 20273676
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112217\
Data File : BG031188.D

Aca On : 22 Nov 2017 14:17

Operator : SJ/JU

Sample : PB104484BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance :
3500000 TIC: BG031188.D

3000000
2500000
2000000
1500000

1000000 5.69 7.30 7.67

8.46
500000 9.30

10.95
5.21 8.13

e o ESSNS i L USRS NSRS LSRN L SUSY| SHEL S SRNMISRES L SRS AN | AR .

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 12.50

Abundance
3500000 TIC: BG031188.D 2o

3000000

2500000

2000000

13.38
1500000

16.24

1000000
21.77
17.50
500000 14.76

O AL I o i o L B B L LA N oy B B

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
Abgndance TIC: BG031188.D

3000000

2500000

2000000

1500000

1000000

500000 25.07

T T T T e

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\BG112217\
Data File : BG031188.D

Aca On : 22 Nov 2017 14:17

Operator : SJ/JU

Sample - PB104484BL

Misc :

ALS Vial : 3 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 5.66 ng 76703 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 33
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 327 (5.213 min): BG031188.D (-321) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| | 83.0 | 480 5.00 5.20 5.40 5.60
O L 8 L A S e e m/z 59.00 62.68%
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 LRI LRI UL L
59.0 480 500 520 540 560
0
150 4, 1010 m/z 101.00 19.38%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 m/z 58.00 14.21%
43.0 101.0
31.0 :
. 15.0 710 830
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0 480 5.00 5.20 5.40 5.60
m/z 41.00 11.28%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112217\
Data File : BG031188.D

Aca On : 22 Nov 2017 14:17

Operator : SJ/JU

Sample - PB104484BL

Misc :

ALS Vial : 3 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 1

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

7.67 106.72 ng 1446790 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 745 (7.669 min): BG031188.D (-738) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 HAA SRR SRS R A
40.0 54.0 J 7.40 7.60 7.80 8.00
bt ,~:|-.|.':8,1-9. R | — m/z 68.00 37.90%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
7.40 7.60 7.80 8.00
310 5L0 m/z 134.00 32.69%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 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 24.04%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.10 15.81%
74.0
5000 9go 1160
oL—— I "‘l - ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ L —— ?-5|80| —— |]|-8|9.|0|
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 : Z:\HPCHEMI1\BNA_G\DATA\BG112217\
Data File : BG031188.D

Acq On : 22 Nov 2017 14:17

Operator : SJ/JU

Sample - PB104484BL

Misc :

ALS Vial : 3 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 5.7 ng 76703 1 8.13 271138 20.0
unknown? .67 7.67 106.7 ng 1446790 1 8.13 271138 20.0
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