LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043674.D

Aca On : 18 Nov 2019 15:38

Operator :© JU

Sample : PB124785BL

Misc :

ALS Vial : 3 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-BG102119.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 3.154 6 11 25 rvB 226325 393323 15.08% 4.035%
2 5.099 336 342 352 rBV 37223 61447 2.36% 0.630%
3 5.587 419 425 438 rBV 193830 352488 13.52% 3.616%
4 7.191 691 698 718 rBV 108130 236025 9.05% 2.422%
5 7.537 748 757 770 rBV 368241 676005 25.92% 6.936%

7.990 827 834 845 rBV 81990 148074 5.68% 1.519%
8.319 882 890 897 rBV 352263 648601 24.87% 6.655%
9.159 1024 1033 1047 rBvV 208279 457337 17 .54% 4.692%
1305 1312 1323 rBVY 70763 162529 6.23% 1.668%
13.248 1721 1729 1742 rBVY 706209 1237608 47.45% 12.698%

=
QOO ~NO®
=
o
\l
(o]
(00]

11 14.623 1956 1963 1975 rBV 151006 278286 10.67% 2.855%
12 16.116 2210 2217 2233 rBV 594993 1094779 41.98% 11.232%
13 17.373 2424 2431 2446 rBV 190810 364233 13.97% 3.737%
14 19.982 2869 2875 2891 rBV 1909759 2608083 100.00% 26.759%
15 21.639 3150 3157 3171 rBV2 249024 514024 19.71% 5.274%

16 24.817 3688 3698 3713 rBV2 163491 513897 19.70% 5.273%

Sum of corrected areas: 9746739
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043674.D

Aca On : 18 Nov 2019 15:38

Operator : JU

Sample : PB124785BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.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: BG043674.D

1500000

1000000

500000
7.54 8.32

15 559 9.16
5.10 7.19 7.99 10.80
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Time--> 3.50 400 450 500 550 600 650 700 750 8.00 8.50 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043674.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: BG043674.D
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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\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043674.D

Aca On : 18 Nov 2019 15:38

Operator :© JU

Sample : PB124785BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.15 53.13 ng 393323 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 10 (3.148 min): BG043674.D (-6) (-) m/z 73.10 100.00%
73
5000 43
55 87
| ‘ 007 3.20 3.30 3.40 3.50 3.60
ot it e e e o | M7z 43.10 0 41.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 IS AR SRR RS RN L
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 28.67%
Lozl
"W""P"'I”"I'”'I"”I""P"'I”"I'”'I"”
m/z--> 20 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.10 27.98%
0 H L 97 112 129
m/z--> ' 86 100 120 140 160 180 200
Abundance #7506: 2-Methyl-5-hexen-3-ol R RRaas e
73 3.20 3.30 3.40 3.50 3.60
55 m/z 41.05 14 _.31%
43
5000
15 \M H ! \/\
05t e e e RS L A LA LR
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BG111819\
Data File : BG043674.D

Aca On : 18 Nov 2019 15:38

Operator :© JU

Sample : PB124785BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 4

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

5.10 8.30 ng 61447 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 23

Abundance Scan 342 (5.099 min): BG043674.D (-336) (-) m/z 43.10 100.00%
43
59
5000
101 ) N
480 5.00 5.20 5.40
O Bl T8 8 m/z 59.10 63.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 25.71%
15 31 101
o 25,70 37, 53, | 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540
5000 m/z 58.00 15.58%
29 101
o 15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43 480 5.00 5.20 5.40
m/z 41.10 10.17%
5000
101
15 58
0 \ 28 7|l 51 | 69 84
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043674.D

Aca On : 18 Nov 2019 15:38

Operator :© JU

Sample : PB124785BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.54 Concentration Rank 1

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

7.54 91.31 ng 676005 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 10

Abundance Scan 757 (7.537 min): BG043674.D (-748) (-) m/z 132.10 100.00%
5000 68 ]t
‘ % 104 7.20 7.40 7.60 7.80
o..,....,....,...!ll.'.‘.‘?" o4 |..'.--.,..?‘.7,..I'.,.'.h..,....,....,'...,.. m/z 68.10 41.23%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000
7.20 7.40 7.60 7.80
m/z 134.00 32.69%
oL 15 28 39 52 8 77 90 104 ¢
mz> 1o % % 40 5 6 70 8 60 100 110 130 130 140
Abundance #14491: 5-Aminoindole
132
7.20 740 7.60 7.80
5000 m/z 66.10 28.88%
104
oL 14 27 374451 58 % T g5 97 | 15
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132 7.20 7.40 7.60 7.80
69 m/z 69.10 19.82%
104
5000
78
31 49 ‘
O b e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111819\
Data File : BG043674.D

Acq On : 18 Nov 2019 15:38

Operator : JU

Sample : PB124785BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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]
Butane, 2-methoxy... 3.15 53.1 ng 393323 1 8.00 148074 20.0
2-Pentanone, 4-hy... 5.10 8.3 ng 61447 1 8.00 148074 20.0
unknown? .54 7.54 91.3 ng 676005 1 8.00 148074 20.0
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