LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021819\
Data File : BG039540.D

Aca On : 18 Feb 2019 15:29

Operator : JU/SJ

Sample : PB117160BL

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 G\METHODS\8270-BG012919.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 3.217 18 22 31 rvB2 24926 46141 1.25% 0.254%
2 5.250 363 368 375 rVB2 61094 91000 2.47% 0.502%
3 5.714 440 447 458 rBV 849318 1343347 36.47% 7.408%
4 7.318 711 720 730 rBV 881385 1537253 41.74% 8.477%
5 7.699 773 785 794 rBV 816987 1419707 38.54% 7.829%

8.169 857 865 873 rBvV 171489 282435 7.67% 1.557%
8.492 913 920 928 rVB 580914 996550 27.06% 5.495%
9.344 1057 1065 1073 rBV 486676 884128 24 .00% 4_875%
10.989 1337 1345 1356 rVB 230385 425534 11.55% 2.347%
13.415 1750 1758 1772 rBV 1446038 2261037 61.39% 12.468%

=
QO ~NO®

11 14.790 1985 1992 2001 rBV2 397471 656634 17.83% 3.621%
12 16.276 2239 2245 2272 rBV 1067205 1707672 46.36% 9.417%
13 17.539 2453 2460 2473 rBV 563715 882364 23.96% 4 _866%
14 20.130 2895 2901 2913 rBV 2811990 3683330 100.00% 20.312%
15 21.827 3183 3190 3205 rBV2 586158 1037378 28.16% 5.721%

16 25.211 3753 3766 3783 rBV 254003 879614 23.88% 4._.851%

Sum of corrected areas: 18134124
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG021819\
Data File : BG039540.D

Aca On - 18 Feb 2019 15:29

Operator : JU/SJ

Sample : PB117160BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG012919 .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: BG039540.D
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Abundance TIC: BG039540.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021819\
Data File : BG039540.D

Aca On : 18 Feb 2019 15:29

Operator : JU/SJ

Sample : PB117160BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.25 6.44 ng 91000 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 33
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 368 (5.250 min): BG039540.D (-363) (-) m/z 43.15 100.00%
43
59
5000
101 e e e ke
5.00 520 5.40 5.60
83
o...,....,....,....',':...??.'.'-.',....,....,.~...,....-,|....,....,....,.... m/z 59.10 58.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8346: 2-Hexanol, 2-methyl-
59
5000 U U L IR U
5.00 520 5.40 5.60
101 m/z 58.15 15.95%
3 Al 69 83
0'“|}?w'“'w'“dltﬁ%ﬂhh'“W”'w”“'w'“l“'w'”'w'“l“"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
500 520 540 560
5000 59 m/z 101.15 13.80%
31 83 g3 101
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13680: 3-Heptanol, 4-methyl- B e R
59 5.00 520 5.40 5.60
m/z 41.15 8.93%
5000
27 41
83 101
eyt st D e ] m2 120
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021819\
Data File : BG039540.D

Aca On : 18 Feb 2019 15:29

Operator : JU/SJ

Sample : PB117160BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 3 unknown7.70 Concentration Rank 1

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

7.70 100.53 ng 1419710 1,4-Dichlorobenzene-d4 8.17
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 785 (7.699 min): BG039540.D (-773) (-) m/z 132.15 100.00%
13
5000 68
6 Trr|rrrryrrrr|rrrrr|rrrr
40 54 ‘ 75 104 7.40 7.60 7.80 8.00
62
o....,....'l'.'.‘.‘?,.'.'..,.-.h.'.',..'.-~.,..?.7,....,.'.'..,.1.1.5.,....,"...,... m/z 68.15 42.11%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.40 7.60 7.80 8.00
78 m/z 134.15 33.19%
31 35 ,, 51
0'“'J“Jhw!'w”'“l'“!i“"w"w"“l'“' SRS SAIS SRR RRA
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

7.40 7.60 7.80 8.00

5000 67 m/z 66.15 29.41%
41 53 97 117
\‘ \ 61 9 g9
0....,?ﬂaiah..ih.n.pﬂjawl.MM“M...4.Ja.,}Pﬁl....\%gﬁ.,H...,..
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e
132 7.40 7.60 7.80 8.00

m/z 69.25 17.24%

5000

33 4 g7 105

60 70 78
| 51 60 P78 g | | s ‘

O e e e e e EAEEEmmm

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021819\
Data File : BG039540.D

Acq On : 18 Feb 2019 15:29

Operator : JU/SJ

Sample : PB117160BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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... 5.25 6.4 ng 91000 1 8.17 282435 20.0
unknown?7 .70 7.70 100.5 ng 1419710 1 8.17 282435 20.0
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