LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110419\
Data File : BG043495.D

Aca On : 5 Nov 2019 00:15

Operator :© JU

Sample - PB124488BL

Misc :

ALS Vial : 17 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

3.177 9 15 29 rvB 759398 1310104 36.59% 8.136%
5.116 339 345 353 rBvV 72698 118075 3.30% 0.733%
rBv 460058 792864 22.14% 4.924%
7.196 689 699 710 rBV 305552 569092 15.89% 3.534%
7.554 752 760 770 rBV 699141 1237943 34.57% 7.688%
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8.012 827 838 846 rBV 125408 223005 6.23% 1.385%
8.335 884 893 903 rBvV 544843 976898 27.28% 6.067%
9.176 1027 1036 1049 rBV 362508 734390 20.51% 4.561%
10.821 1306 1316 1328 rBV 140928 292113 8.16% 1.814%
13.265 1724 1732 1745 rBV 1141553 1869365 52.21% 11.610%

=
QO ~NO®

11 14.640 1960 1966 1978 rBV 251816 446932 12.48% 2.776%
12 16.132 2213 2220 2241 rBV 1059477 1795699 50.15% 11.152%
13 17.390 2427 2434 2446 rBV 326356 569261 15.90% 3.535%
14 19.998 2872 2878 2895 rBV 2599195 3580761 100.00% 22.238%
15 21.655 3154 3160 3171 rBV 400470 723433 20.20% 4._.493%

16 23.124 3404 3410 3414 rBV6 22256 45701 1.28% 0.284%
17 24.851 3695 3704 3719 rVB2 269668 816163 22.79%% 5.069%

Sum of corrected areas: 16101799
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043495.D

Aca On : 5 Nov 2019 00:15

Operator :© JU

Sample - PB124488BL

Misc :

ALS Vial : 17 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: BG043495.D
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B.18 755
8.34
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500000 720 9.18

512 8.01 10.82

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 1050 11.00 1150 1200 1250
Abundance TIC: BG043495.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: BG043495.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\BG110419\
Data File : BG043495.D

Aca On : 5 Nov 2019 00:15

Operator :© JU

Sample - PB124488BL

Misc :

ALS Vial : 17 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 1

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

3.18 117.50 ng 1310100 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 16 (3.183 min): BG043495.D (-9) (-) m/z 73.10 100.00%
73

f

5000 43
87
| Lg ‘ 279 3.20 3.30 3.40 3.50 3.60
SRS )15 | R (S —— £ Y 5 E W0 S T- B 11
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.20 3.30 3.40 3.50 3.60
‘ 87 m/z 87.10 30.13%
,",l, AR B e e s e R R R na s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
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 55.10 27 .82%

T

L 112129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.17%
5000 87
4
15 ‘ ‘ 72
Il
R R AR s RAAasRmass o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\BG110419\
Data File : BG043495.D

Aca On : 5 Nov 2019 00:15

Operator :© JU

Sample - PB124488BL

Misc :

ALS Vial : 17 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.

5.12 10.59 ng 118075 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Dimethadione 129 C5H7NO3 000695-53-4 38
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 37
4 Hvdrazine. 1.1-bis(1l-methvlethvl)- 116 C6H16N2 000921-14-2 36
5 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 36

Abundance Scan 346 (5.122 min): BG043495.D (-339) (-) m/z 43.05 100.00%
a3
59
5000
101 SUNI L S u—
51 ] 13 83 480 500 520 5.40
"W””I””P'Jm”'PJH'”W”'W””I””I“”P'”P”'P”W'”W m/z 59.10 69.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 AR SRS LR LR
4.80 500 520 5.40
59 101 m/z 101.10 24.97%
2734, 51.|| 67 8 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12814: Dimethadione
7 > I R L U
480 500 520 5.40
5000 m/z 58.10 12_.57%
129
1? 20l ___70 78 86 114
LU LA IR N IR SN AR RN RREES SARAN LRSS SURAN AR BUARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 480 500 520 5.40
m/z 41.10 11.81%
5000 41
68
"'|“"|'“'l"”HlL'ﬁq'dli“"l'“'l"“l"'w""v"'lE%§|'“'%4?'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043495.D

Aca On : 5 Nov 2019 00:15

Operator :© JU

Sample - PB124488BL

Misc :

ALS Vial : 17 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 unknown7.55 Concentration Rank 2

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

7.55 111.02 ng 1237940 1,4-Dichlorobenzene-d4 8.01
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 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16

Abundance Scan 759 (7.548 min): BG043495.D (-752) (-) m/z 132.10 100.00%
132
5000 68
96
47 54 61 ‘ B 103 7.20 7.40 7.60 7.80
..,....,....,...:l'!...,!! gttt i e e m/z 68.10 39.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 MR SRR I L I
7.20 7.40 7.60 7.80
0
314 5 78 m/z 134.10 31.95%
"I""I""Il"'l!ll'!"I""I"'!I""I""I""I""I""I""I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
A L U UL L
7.20 7.40 7.60 7.80
5000 m/z 66.10 28.67%

63
15 28 39 %2 ) 77 %0 1M g6

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-

132 7.20 7.40 7.60 7.80

m/z 69.10 17.97%
5000
69
“ ‘ 89 103

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\BG110419\
Data File : BG043495.D

Acq On : 5 Nov 2019 00:15

Operator : JU

Sample - PB124488BL

Misc :

ALS Vial : 17 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... 3.18 117.5 ng 1310100 1 8.01 223005 20.0
2-Pentanone, 4-hy... 5.12 10.6 ng 118075 1 8.01 223005 20.0
unknown? .55 7.55 111.0 ng 1237940 1 8.01 223005 20.0
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