LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020652.D

Aca On : 01 Jun 2019 16:08

Operator : HP/JU

Sample : K3037-03

Misc :

ALS Vial : 10 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 M\METHODS\8270-BM053119.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 3.058 8 12 28 rVB 8470439 10755020 50.32% 10.221%
2 4.963 329 336 349 rVB 2388249 3313580 15.50% 3.149%
3 5.410 405 412 423 rBVY 2743038 3915413 18.32% 3.721%
4 6.987 672 680 694 rBY 1775939 2735116 12.80% 2.599%
5 7.363 736 744 753 rBVY 5025161 7994281 37.41% 7.597%

7.828 815 823 831 rBV 1128462 1758049 8.23% 1.671%
8.151 870 878 885 rBV 4235535 6927458 32.41% 6.584%
8.992 1013 1021 1028 rBV 3776058 6180099 28.92% 5.873%
10.622 1290 1298 1308 rVB 1461194 2448297 11.46% 2.327%
13.086 1710 1717 1724 rBV 9278717 14047121 65.73% 13.350%

=
QO ~NO®

11 14.463 1945 1951 1961 rVB2 2168704 3339112 15.62% 3.173%
12 15.957 2198 2205 2220 rBV 6407947 8878352 41.54% 8.438%
13 17.210 2412 2418 2425 rBV2 2877572 4118632 19.27% 3.914%
14 19.839 2859 2865 2870 rBV 16976618 21371586 100.00% 20.311%
15 21.386 3123 3128 3134 rBV 2997879 3862134 18.07% 3.670%

16 23.680 3511 3518 3531 rVB 1852866 3578843 16.75% 3.401%

Sum of corrected areas: 105223093
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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\HPCHEM1I\BNA M\DATA\BMO60119\

BM020652.D

01 Jun 2019 16:08

HP/JU

K3037-03

10 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM053119.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM020652.D
1.5e+07
1e+07
8.06
7.36
5000000
8.15 8.99
4.96 5.41
A 6}\99 783 10.62
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020652.D
19.84
1.5e+07
1e+07 13.09
15.96
5000000
17.21
14.46
O T T T T T T T T T T T e T T T T T T T T e e
Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM020652.D
1.5e+07
1e+07
5000000
21.39
23.68
O L B e e e e L A B o e e e e e e A T A B o e e e L I e e e e A
Time--> 21.00 21.50 22.00 2250 23.00 23,50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020652.D

Aca On : 01 Jun 2019 16:08

Operator : HP/JU

Sample - K3037-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1

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

3.06 122.35 ng 10755000 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 12 (3.058 min): BM020652.D (-8) (-) m/z 73.05 100.00%
7B
5000 43 /\\
55 87 N
3.10 3.20 3.30 3.40 3.50
Ol L f01 488 47 207 sz 43.10  37.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
<}
5000 R AN U U IUAN I
43 3.10 3.20 3.30 3.40 3.50
55 87 m/z 87.10 25.65%
'”'I”L'J\”'I"”I'”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 80 100 120 140 160 180 200
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73
3.10 3.20 3.30 3.40 3.50
5000 43 m/z 55.10 25.46%
58
N
m/z--> 20 Jo 60 85 100 120 140 160 180 200
Abundance #1852: Acetamide, N-ethyl-
30 3.10 3.20 3.30 3.40 3.50
m/z 41.10 12.38%
5000 43 87
15 72
'”'I'M'W"'??”"I"”I""P"'I"”I""P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 3.10 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020652.D

Aca On : 01 Jun 2019 16:08

Operator : HP/JU

Sample - K3037-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

4.96 37.70 ng 3313580 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 Acetone 58 C3H60 000067-64-1 12
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 335 (4.957 min): BM020652.D (-329) (-) m/z 43.10 100.00%
43
5000 59
101 460 480 500 520
oo 288 |29 /7 8910  48.45%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R I B
59 460 480 500 520
m/z 101.10 17.07%
15 4 101
wl 1 g 83 L
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime
43
460 480 500 520
5000 m/z 58.05 16 .50%
101
15 31 | 8 69 86
m/z--> 0 20 45 éo 80 100 120 140 160 180 200
Abundance #205: Acetone e e
43 460 4.80 5.00 5.20
m/z 41.05 8.49%
5000
15
58
27
'%'JW'W”HM”'I”"P"W"”I'”'I”""'W"”I'”' R N U RN
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO60119\
Data File : BM020652.D

Aca On : 01 Jun 2019 16:08

Operator : HP/JU

Sample - K3037-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.36 Concentration Rank 2

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

7.36 90.94 ng 7994280 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 743 (7.357 min): BM020652.D (-736) (-) m/z 132.00 100.00%
132
5000 68

7.00 7.20 7.40 7.60

ek m/z 68.10  45.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI INLILINL LI LI L L LI B
7.00 7.20 7.40 7.60
- m/z 134.00 32.46%
...,...."',!.“.,.!..,....,....,.. B R o e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
T e
7.00 7.20 7.40 7.60
5000 m/z 66.10 29.32%

63 90 104
15 28 39 52 ) 77 9 116 ||

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine A
132 7.00 7.20 7.40 7.60
m/z 69.10 19.14%
5000
33 44 105 ‘
...,...‘.,...5.6;..‘..3,0....‘,.“...,..‘. S A VNN A VN—
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO60119\
Data File : BM020652.D

Acq On : 01 Jun 2019 16:08

Operator : HP/JU

Sample - K3037-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.06 122.3 ng 10755000 1 7.83 1758050 20.0
2-Pentanone, 4-hy... 4.96 37.7 ng 3313580 1 7.83 1758050 20.0
unknown? .36 7.36 90.9 ng 7994280 1 7.83 1758050 20.0
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