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:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
BF111844.D
4 Jan 2019 15:01
Ju/sJ
PB116151BL

4

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.2
0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method - Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121918.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 5.134 514 518 528 rVB 273255 337088 4.54% 0.607%
2 5.539 582 587 590 rBVY 5350924 5251070 70.78% 9.449%
3 6.539 751 757 760 rBY 4855721 5562889 74.98% 10.010%
4 6.669 774 779 783 rBVY 5463844 5566047 75.02% 10.015%
5 6.892 813 817 821 rBvY 1686802 1393537 18.78% 2.507%
6 7.051 839 844 847 rBVY 4728318 4398745 59.29% 7.915%
7 7.451 906 912 915 rBY 3299608 3606285 48.61% 6.489%
8 8.175 1030 1035 1039 rBVY 1897862 1798437 24.24% 3.236%
9 9.251 1212 1218 1221 rBY 6815826 6788510 91.50% 12.215%
10 9.933 1328 1334 1345 rVB 2228692 2161586 29.14% 3.889%
11 10.721 1462 1468 1472 rBV 4581289 4512940 60.83% 8.120%
12 11.416 1581 1586 1590 rBVY 2501959 2304560 31.06% 4.147%
13 13.004 1851 1856 1860 rBVY 7012849 7419078 100.00% 13.350%
14 14.057 2031 2035 2039 rVB 2562952 2308378 31.11% 4.154%
15 15.180 2222 2226 2230 rBVY 79741 99520 1.34% 0.179%
16 15.545 2282 2288 2295 rBVY 1332660 1844996 24.87% 3.320%
17 16.009 2364 2367 2372 rVB 78110 108800 1.47% 0.196%
18 16.527 2452 2455 2464 rVB3 63171 112994 1.52% 0.203%
Sum of corrected areas: 55575460
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111844.D

Aca On : 4 Jan 2019 15:01

Operator : JU/SJ

Sample : PB116151BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance -
7000000 TIC: BF111844.D

6000000
5.54 6.67

5000000 6.54 7.05

4000000
7.45

3000000
2000000 6.89

1000000

513 LJ
11"

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF111844.D
7000000 9,25 13.00

6000000

5000000 10.72

4000000

3000000
11.42
9.93

2000000 8.17

1000000

ot e e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance -
7000000 TIC: BF111844.D

6000000
5000000
4000000

3000000 14.06

2000000
15.54

1000000
15.18 16.01 16.53

e
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111844.D

Aca On : 4 Jan 2019 15:01

Operator : JU/SJ

Sample : PB116151BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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.

5.13 4.84 ng 337088 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
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 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 517 (5.128 min): BF111844.D (-514) (-) m/z 42.95 100.00%
43.0
50.1
5000
101.1
| 83.1 | 480 5.00 5.20 5.40
o} A1 ) e A —— m/z 59.10 52.75%
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
w000 90 Tk b 5% S
0
150 4, 1010 m/z 101.10 16.62%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'f%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540
5000 m/z 58.00 14.78%
410 101.0
0 15.0 27\\0\ ! H ‘ AN Zl'o 83\0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A RAaE B S
59.0 480 5.00 5.20 5.40
m/z 41.00 10.15%
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111844.D

Aca On : 4 Jan 2019 15:01

Operator : JU/SJ

Sample : PB116151BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.67 Concentration Rank 1

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

6.67 79.88 ng 5566050 1,4-Dichlorobenzene-d4 6.89
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 779 (6.669 min): BF111844.D (-774) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 PSRN SRR SR
40.0 54 J 6.40 6.60 6.80 7.00
0 A0 A m/z 68.10 44.49%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 IREBE RSN SRS L S
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.53%
0 ‘ [ H (| L 1
LR S LN S UL UL IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.10 29.08%
C...‘.|.‘5.]‘-;‘0.;‘.7.0‘..0.”8.6..0. |‘||“|||I|| B E e
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl R AR AR
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.96%
74.0
5000 98.0 116.0
O:|||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H| ||EI-5|8.O|||||]|-8|9.|0| R A AARRREE
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF010419\
Data File : BF111844.D

Acq On : 4 Jan 2019 15:01

Operator : JU/SJ

Sample : PB116151BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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... 5.13 4.8 ng 337088 1 6.89 1393540 20.0
unknown6 .67 6.67 79.9 ng 5566050 1 6.89 1393540 20.0
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