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 G\DATA\BGO72718\
BG035934.D
27 Jul 2018 12:50
Ju/sJ
PB111458BL

6

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 G\METHODS\8270-BG071218 .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 5.135 308 314 321 rBV 71291 110137 3.08% 0.786%
2 5.605 385 394 409 rBV 575381 937852 26.23% 6.691%
3 7.191 657 664 678 rBV 565909 1019164 28.50% 7.271%
4 7.561 719 727 738 rBV 564072 978639 27.37% 6.982%
5 8.025 798 806 814 rBV 109289 185489 5.19% 1.323%
6 8.348 852 861 871 rBV 428479 765471 21.41% 5.461%
7 9.188 995 1004 1020 rBV 304250 613206 17.15% 4_.375%
8 10.827 1277 1283 1301 rBV 114603 238164 6.66% 1.699%
9 13.271 1692 1699 1714 rBV 1015383 1630193 45.59% 11.631%
10 14.651 1927 1934 1947 rBV3 220548 397467 11.12% 2.836%
11 16.138 2180 2187 2204 rBvV 841348 1420549 39.73% 10.135%
12 17.395 2395 2401 2414 rBV 371936 627464 17 .55% 4_477%
13 19.997 2838 2844 2858 rBY 2655704 3575913 100.00% 25.512%
14 21.654 3118 3126 3141 rBV2 445674 800440 22.38% 5.711%
15 24.855 3659 3671 3684 rBV2 233508 716208 20.03% 5.110%
Sum of corrected areas: 14016356
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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

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO72718\

BG035934.D

27 Jul 2018 12:50

JussJ

PB111458BL

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG035934.D

5.60 7.19 7.56
8.35
9.19

5.13 8.03

10.83

Time--> 3.50

Abundance

2500000

2000000

1500000

13.27

1000000

500000

CIIIIIIIIIIIIIIIIII"IIIIIIIIIIIIIIIIII

! T
7.50 8.00 8.0
TIC: BG035934.D

T
4.00 450 5.00 550 6.00 6.50 7.00 9.00

20,00

16.14

17.39
14.65

T T T T T
9.50 10.00 10.50 11.00 11.50 12.00 12.50

21.65

Time-->
Abundance

2500000

2000000

1500000

1000000

500000

O T I
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

TIC: BG035934.D

24.86

Ol

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\BGO72718\
Data File : BG035934.D

Aca On 27 Jul 2018 12:50

Operator : JU/SJ

Sample : PB111458BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 11.88 ng 110137 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
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 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 313 (5.129 min): BG035934.D (-308) (-) m/z 43.15 100.00%
43.1
5000
101.2 s == LS I
83.2 480 5.00 520 5.40
c....,....l,'l..~,'.1...,-....,|....,....,....,....,....?97..1.??7..1. m/z 59.15  76.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA RS SRR AR

4.80 5.00 5.20 5.40

0
15.0 1010 m/z 101.15 24 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8358: 2-Hexanol, 2-methyl-
59.0
e e e RRE!
4.80 5.00 5.20 5.40
5000 m/z 58.15 16.13%
41.0 101.0
L Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.80 5.00 5.20 5.40
m/z 41.15 11.23%
5000 41.0
Wl 126.0
o.”.,”..“.uw..”,”..“..w.”.,”....” AR
m/z--> 20 60 80 100 120 140 160 180 200 220 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72718\
Data File : BG035934.D

Aca On 27 Jul 2018 12:50

Operator : JU/SJ

Sample : PB111458BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.56 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

7.56 105.52 ng 978639 1,4-Dichlorobenzene-d4 8.03

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 727 (7.561 min): BG035934.D (-719) (-) m/z 132.15 100.00%

13p.2
5000 68.2 j\
96.2 L I L S
40.1 720 7.40 7.60 7.80
0 .':-,....|~,'!'.1.1‘?-,2..'~.,....,....,.1?1.-.1,...2.2]1.-? m/z 68.15 45.58%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 R PR R L

7.20 7.40 7.60 7.80
70.0 m/z 66.15 33.65%

31.0
030 1160
Ot e e e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0

104.0 7.20 7.40 7.60 7.80

5000 ' m/z 134.15 31.65%
31.0 51.0
oL ‘ H\ | H |1 ‘ ‘ |
bttt
m/z--> O 60 80 100 120 140 160 180 200 220
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e e R

132.0 720 7.40 7.60 7.80
m/z 69.15  22.64%

5000
70.0 ‘ ‘
0 ‘ 5\]\- 0 Lo 86 0 ‘ |

m/z--> 40 60 80 100 120 140 160 180 200 220 720 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO72718\
Data File : BG035934.D

Acq On 27 Jul 2018 12:50

Operator : JU/SJ

Sample : PB111458BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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 11.9 ng 110137 1 8.03 185489 20.0
unknown? .56 7.56 105.5 ng 978639 1 8.03 185489 20.0
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