LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091719\
Data File : BG042873.D

Aca On : 17 Sep 2019 18:45

Operator : HP/JU

Sample : PB123133BL

Misc :

ALS Vial : 7 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-BG091219.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 3.205 16 20 27 rVB2 39607 72724 1.49% 0.333%
2 3.299 32 36 44 rVB 66761 98374 2.02% 0.451%
3 5.714 440 447 460 rBY 1008884 1635491 33.59% 7 .490%
4 7.306 709 718 730 rBVY 1106136 1952422 40.10% 8.942%
5 7.658 768 778 790 rBVY 1005382 1758754 36.12% 8.055%

8.111 849 855 863 rVvB 193942 333567 6.85% 1.528%
8.434 902 910 921 rVB 768116 1348016 27.69% 6.174%
9.280 1044 1054 1064 rBvV 629213 1163774 23.90% 5.330%
10.919 1322 1333 1343 rBVY 250895 463786 9.53% 2.124%
13.358 1739 1748 1759 rBV 1792609 2942535 60.43% 13.477%

=
QO ~NO®

11 14.727 1972 1981 1989 rBV 461639 735981 15.12% 3.371%
12 16.213 2227 2234 2251 rBV 1718583 2639963 54.22% 12.091%
13 17.470 2442 2448 2457 rBV2 616304 959324 19.70% 4 _.394%
14 20.079 2886 2892 2899 rBV 3705757 4869020 100.00% 22.300%
15 21.748 3171 3176 3184 rVB2 510631 860568 17.67% 3.941%

Sum of corrected areas: 21834299
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091719\
Data File : BG042873.D

Aca On : 17 Sep 2019 18:45

Operator : HP/JU

Sample : PB123133BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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: BG042873.D
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Abundance TIC: BG042873.D
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Time--> 13.00 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
Abundance TIC: BG042873.D
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8270-BG091219.M Wed Sep 18 12:13:26 2019 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091719\
Data File : BG042873.D

Aca On : 17 Sep 2019 18:45

Operator : HP/JU

Sample : PB123133BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Cyclopentane, methyl- Concentration Rank 4

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

3.20 4_.36 ng 72724 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 87
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
4 Cvanic acid. 2-methvlpropvl ester 99 C5H9NO 001768-25-8 64
5 Cyclobutanone, 2-methyl- 84 C5H80 001517-15-3 59

Abundance Scan 19 (3.199 min): BG042873.D (-16) (-) m/z 56.10 100.00%
56
5000 84
191 256 3.20 3.30 3.40 3.50 3.60
ol .|.--..,~..1?1.,....'-,??1..~,'...2]9?....3,5.7...,..4?0. m/z 41.10 64.63%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1457: Cyclohexane
56
84
5000
27 3.20 3.30 3.40 3.50 3.60
l m/z 55.05 45_98%
0 ?J'”h"ﬂ'l'"'I"”I""I""I""P"'I""
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1491: Cyclopentane, methyl-
6
3.20 3.30 3.40 3.50 3.60
5000 m/z 84.05 45.87%
7 84
0 I'thﬂ"J'l'"'I""I""I""I""I""I""
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1478: 1-Pentene, 2-methyl- e EAARRREESS LA
56 3.20 3.30 3.40 3.50 3.60
m/z 39.10 34 .56%
5000 27
84
0 Pt";"”l'"'I”"I"”I""I”"I"'W""
m/z--> 0 50 100 150 200 250 300 350 400 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091719\
Data File : BG042873.D

Aca On : 17 Sep 2019 18:45

Operator : HP/JU

Sample : PB123133BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.30 5.90 ng 98374 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 59
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 47
3 2-Methvl-5-hexen-3-o0l 114 C7H140 032815-70-6 16
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 10

Abundance Scan 36 (3.299 min): BG042873.D (-32) (-) m/z 73.05 100.00%

K<
5000

‘ | 350 340 360
135
or I 1106 155161 208 249 282 328 389 88| m/z 43.10 49.85%

m/z--> 100 150 200 250 300 350 400 450
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 LA B B L L B B L B B

43 3 20 3. 40 3. 60
m/z 55.05 30.99%

ALl
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73

OD

11 320 340 360
5000 m/z 87.10 24.98%
i
0.u}.p..?T”..,”..,.”.,.”.,.”.,..”,..”,...w
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #7506: 2-Methyl-5-hexen-3-ol a L e e e s
73 320 3.40 3.60
m/z 41.10 14 .06%
43
5000
m/iz--> 0 50 100 150 200 250 300 350 400 450 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091719\
Data File : BG042873.D

Aca On : 17 Sep 2019 18:45

Operator : HP/JU

Sample : PB123133BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 unknown7.66 Concentration Rank 1

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

7.66 105.45 ng 1758750 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 5-Aminoindole 132 C8H8N2 005192-03-0 14
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 778 (7.658 min): BG042873.D (-768) (-) m/z 132.00 100.00%
132
5000 68
40 96 R L IS B L
7.40 7.60 7.80 8.00
ol b dts 193 221 283 %27 6810 49.61%
m/z--> 50 100 150 200 250 300
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS R LR LA A

7.40 7.60 7.80 8.00
m/z 66.10 38.24%

31 51
o | It l |.| |
T e T
m/z--> 50 100 150 200 250 300
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
,,,,
7.40 7.60 7.80 8.00
5000 m/z 134.00 33.68%
33 105
70 ‘ ‘
0 ‘ ’\5}\‘ | \‘88‘ | I
— et e e T
m/z--> 50 100 150 200 250 300
Abundance #14491: 5-Aminoindole ——r
132 740 760 780 800

m/z 69.10 23.75%

5000
104
66
0 27 44 ! [ 87 ‘

m/z--> 50 100 150 200 250 300 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\BG091719\
Data File : BG042873.D

Acq On : 17 Sep 2019 18:45

Operator : HP/JU

Sample : PB123133BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG091219_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]
Cyclopentane, met... 3.20 4.4 ng 72724 1 8.11 333567 20.0
Butane, 2-methoxy... 3.30 5.9 ng 98374 1 8.11 333567 20.0
unknown7 .66 7.66 105.5 ng 1758750 1 8.11 333567 20.0
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