LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043610.D

Aca On : 12 Nov 2019 9:59

Operator :© JU

Sample : K5760-14

Misc :

ALS Vial : 25 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 3.164 9 13 24 rVB 84345 142887 9.40% 1.927%
2 5.596 421 427 439 rBV 172011 313516 20.63% 4.229%
3 7.206 693 701 713 rBV 160491 328356 21.61% 4._.429%
4 7.547 751 759 770 rBV 217793 396150 26.07% 5.343%
5 7.999 830 836 847 rBV 98760 177111 11.66% 2.389%

8.322 883 891 902 rBV 252992 459559 30.25% 6.199%
9.163 1026 1034 1047 rBV 153084 330293 21.74% 4._.455%
10.808 1306 1314 1325 rBV 112317 229394 15.10% 3.094%
13.252 1722 1730 1745 rBV 512193 876121 57.66% 11.817%
14.633 1957 1965 1977 rBV 219214 361696 23.80% 4_.879%

=
QO ~NO®

11 16.125 2212 2219 2229 rBV 262630 480014 31.59% 6.475%
12 17.376 2426 2432 2447 rBV 253454 445618 29.33% 6.011%
13 19.985 2870 2876 2889 rBV 1107982 1519448 100.00% 20.495%
14 21.284 3092 3097 3100 rBV5 15988 26475 1.74% 0.357%
15 21.642 3151 3158 3169 rBV2 305728 555540 36.56% 7.493%

16 22.423 3285 3291 3295 rBV5 19254 34869 2.29% 0.470%

17 23.105 3402 3407 3411 rBV3 20339 35696 2.35% 0.481%

18 23.892 3536 3541 3551 rVB5 23542 51038 3.36% 0.688%

19 24.827 3690 3700 3710 rBV3 211086 609064 40.08% 8.215%

20 25.931 3882 3888 3897 rVvB10 16538 40975 2.70% 0.553%
Sum of corrected areas: 7413820
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043610.D

Aca On : 12 Nov 2019 9:59

Operator :© JU

Sample : K5760-14

Misc :

ALS Vial : 25 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

Abundance TIC: BG043610.D

1000000
800000
600000
400000

755 8.32

200000 5.60 7.21 9.16
316 8.00 A\ 10.81

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG043610.D
19.99

1000000

800000

600000
13.25

400000
21.64

16.12
14.63 17.38

200000

21.28 22.42

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: BG043610.D

1000000
800000
600000

400000
24.83

200000
23.11 23.89 25.93
P ANIRE--

O T T T T T T T T T T T T T P o e o o e

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\BG111119\
Data File : BG043610.D

Aca On : 12 Nov 2019 9:59

Operator :© JU

Sample : K5760-14

Misc :

ALS Vial : 25 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.

3.16 16.14 ng 142887 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-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 43
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 25
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (3.158 min): BG043610.D (-9) (-) m/z 73.10 100.00%
7B
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
Ol prereeb e bt et e || M7z 43.10 44 .59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HNEUAN U AR U
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 29.18%
fg L 80
G s S AR RS RARRS RARRS ALARS IR RS LA SRS RARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol
73
s P 320 330 3.40 3.50 3.60
5000 m/z 55.10 27 .07%
15 M\ “ , 81 \\/\k
0'W'”W'”'P'”I”'W'”'P'”I“'W'”'P'“I“'W'”'P'“I“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol T
73 3.20 3.30 3.40 3.50 3.60
87 m/z 45.10 12.82%
5000 41 55 /K
0 L, W‘ Ay 65 w , 80 97 112 129 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\BG111119\
Data File : BG043610.D

Aca On : 12 Nov 2019 9:59

Operator :© JU

Sample : K5760-14

Misc :

ALS Vial : 25 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 unknown7.55 Concentration Rank 2

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

7.55 44_.73 ng 396150 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 760 (7.553 min): BG043610.D (-751) (-) m/z 132.00 100.00%
32 p
5000 68
96
40 o054 g | 5oy | 103 7.20 7.40 7.60 7.80
O et b et e et e et || M7z 68.10  40.30%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000
7.20 7.40 7.60 7.80
33 44 g7 105 m/z 134.00 30.55%
0 5t 80 P B oe | | s .
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
89 o 720 7.40 7.60 7.80
5000 m/z 66.10 29.73%
78
T
Oty T e e T e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132 7.20 7.40 7.60 7.80
m/z 69.10 22.07%
5000
67
54 80 91
0 4\5 \‘ 60\\\ 74H ‘ ‘\ 97 196 117 [,
m/z--> 30 4'0 5I 60 70 8|0 9'0 1(')0 110 12'0 13'0 140 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\BG111119\
Data File : BG043610.D

Acq On : 12 Nov 2019 9:59

Operator : JU

Sample : K5760-14

Misc :

ALS Vial : 25 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.16 16.1 ng 142887 1 8.00 177111 20.0
unknown? .55 7.55 44.7 ng 396150 1 8.00 177111 20.0
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