LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111940.D

Aca On : 9 Jan 2019 10:18

Operator : JU/SJ

Sample : PB116192BL

Misc :

ALS Vial : 4 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 F\METHODS\8270-BF010719.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 5.128 512 517 523 rBV 196918 231295 4.25% 0.546%
2 5.534 581 586 589 rBY 3906403 3790873 69.63% 8.952%
3 6.528 750 755 758 rBVY 3712726 3708931 68.13% 8.759%
4 6.663 773 778 781 rBVY 4208084 3947955 72.52% 9.323%
5 6.887 812 816 819 rBVY 1330215 1171949 21.53% 2.768%

7.045 838 843 846 rBV 3233078 3189568 58.59% 7.532%
7.445 905 911 914 rBV 2381672 2481791 45.59% 5.861%
8.169 1028 1034 1037 rBV 1455942 1457452 26.77% 3.442%
9.245 1210 1217 1220 rBV 4523009 4698448 86.30% 11.096%
9.922 1326 1332 1336 rBV 1862624 1880379 34.54% 4.441%

=
QO ~NO®

11 10.716 1460 1467 1470 rBV 3466122 3351465 61.56% 7.915%
12 11.410 1579 1585 1589 rBV 2263914 2062039 37.88% 4_870%
13 12.998 1850 1855 1858 rBV 5604362 5444065 100.00% 12.856%
14 14.051 2030 2034 2038 rVB 2336094 2299968 42.25% 5.431%
15 14.515 2108 2113 2115 rBV3 41793 55491 1.02% 0.131%

16 14.827 2162 2166 2170 rVB 69148 73168 1.34% 0.173%
17 15.168 2221 2224 2228 rVB 115865 126528 2.32% 0.299%
18 15.539 2281 2287 2297 rVB2 1521974 2068134 37.99% 4 _.884%
19 16.004 2362 2366 2371 rVB 105238 159347 2.93% 0.376%
20 16.521 2449 2454 2461 rVB 81837 146164 2.68% 0.345%

Sum of corrected areas: 42345010
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111940.D

Aca On : 9 Jan 2019 10:18

Operator : JU/SJ

Sample : PB116192BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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: BF111940.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111940.D

Aca On : 9 Jan 2019 10:18

Operator : JU/SJ

Sample : PB116192BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 3.95 ng 231295 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 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 517 (5.128 min): BF111940.D (-512) (-) m/z 43.00 100.00%
43
59
5000
10 480 500 520 540
Ol St 808 L TW/% 59.10  54.87%
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
5000 59 480 500 520 540
m/z 101.10 16.74%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344 3-Hexanol, 4-methyl-
59
480 500 520 540
5000 41 m/z 58.10 13.44%
31
“ 69 87
0'"v%?w"Jh"“HN'“?%MLi“'Jh"'w"w"%ﬁ"“l'“'|“"w"w"'w
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 R e R
59 480 5.00 5.20 5.40
m/z 41.00 8.86%
5000 41
68
0 150 . 126 147
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\BF010919\
Data File : BF111940.D

Aca On : 9 Jan 2019 10:18

Operator : JU/SJ

Sample : PB116192BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown6.66 Concentration Rank 1

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

6.66 67.37 ng 3947960 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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 777 (6.657 min): BF111940.D (-773) (-) m/z 132.00 100.00%
5000 68
© s |l o P J Tk 5k ok 7ho
o g8 L Weus L m/z 68.10 44.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 UL R R R
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.20%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
" 640 6.60 680 7.00
5000 m/z 66.10 28.88%
33 aa o 105
0....|....6|0....|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R MR
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.27%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, SN | Y S
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\HPCHEM1\BNA_F\DATA\BF010919\
Data File : BF111940.D

Acq On : 9 Jan 2019 10:18

Operator : JU/SJ

Sample : PB116192BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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 4.0 ng 231295 1 6.89 1171950 20.0
unknown6 .66 6.66 67.4 ng 3947960 1 6.89 1171950 20.0
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