LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082319\

Data File : BG042443.D

Aca On : 23 Aug 2019 21:21 Instrument :
Operator : HP/JU ?:'I\:gﬁ(t;Sam ol
3?22'6 i K4365-03 (mOZCOMP%Ha
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\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 3.122 3 6 25 rvB 857105 1267681 54.56% 6.195%
2 5.560 414 421 434 rBV 884975 1464150 63.01% 7.155%
3 7.170 687 695 710 rBV 847171 1588902 68.38% 7.764%
4 7.535 749 757 771 rBV 922373 1635452 70.39% 7.992%
5 8.005 827 837 845 rBV 311684 548257 23.60% 2.679%

8.328 884 892 903 rBvV 690332 1226192 52.77% 5.992%
9.168 1027 1035 1049 rBvV 524792 997139 42.91% 4._.873%
10.825 1309 1317 1338 rBV 343489 677770 29.17% 3.312%
13.281 1728 1735 1749 rBV 1138063 1870751 80.51% 9.142%
14.109 1870 1876 1890 rBV 163279 285914 12.31% 1.397%

=
QO ~NO®

11 14.662 1963 1970 1985 rBvV2 585231 959132 41.28% 4.687%
12 16.154 2217 2224 2243 rBV 846962 1403005 60.38% 6.856%
13 17.417 2432 2439 2451 rBV 717794 1097805 47.25% 5.365%
14 17.535 2454 2459 2466 rVB4 28998 48762 2.10% 0.238%
15 20.026 2877 2883 2892 rBV 1797036 2323528 100.00% 11.354%

16 21.342 3103 3107 3122 rVB4 46763 116393 5.01% 0.569%
17 21.694 3160 3167 3174 rBV 722064 1232136 53.03% 6.021%

18 21.882 3197 3199 3205 rVB3 27137 40312 1.73% 0.197%
19 22.499 3301 3304 3308 rvB2 33150 45495 1.96% 0.222%
20 23.199 3420 3423 3430 rVB2 54044 98609 4.24% 0.482%

21 24.015 3558 3562 3570 rVB2 55089 114584 4._.93% 0.560%
22 24.938 3710 3719 3738 rVB2 457565 1422048 61.20% 6.949%

Sum of corrected areas: 20464017
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082319\

Data File : BG042443.D

Aca On : 23 Aug 2019 21:21

Operator : HP/JU

ﬁ?ggle i K4365-03 0602-COMP-BH-3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG042443.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082319\

Data File : BG042443.D

Aca On : 23 Aug 2019 21:21

Operator : HP/JU

ﬁ?ggle i K4365-03 0602-COMP-BH-3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2

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

3.12 46.24 ng 1267680 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 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (3.122 min): BG042443.D (-3) (-) m/z 73.10 100.00%
<}
5000
43 87
3.20 3.30 3.40 3.50
Ol o b L 49 85 e e M/Z 43.10  31.96%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 SRR N AR AR
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 27.64%
21 | el
mz-> %0 % 40 % 60 70 8 9 100 110 13 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HRARE R R UL
3.20 3.30 3.40 3.50
5000 55 m/z 55.10 26.51%
J L 79 |, 97 112 129
m/z--> 20 ' ' 50 ' 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50
m/z 71.10 11.79%
5000
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29
89 S5 a7 | 101
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m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082319\

Data File : BG042443.D

Aca On : 23 Aug 2019 21:21

Operator : HP/JU

ﬁ?ggle i K4365-03 0602-COMP-BH-3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.53 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.53 59.66 ng 1635450 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 756 (7.529 min): BG042443.D (-749) (-) m/z 132.00 100.00%

132
5000 68

96
40 48 54 @2 75 103 720 7.40 7.60 7.80
SN vl S L - AN N SN | NS m/z 68.10 36.77%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 LA L L L L L L BB |
M 97 7.20 7.40 7.60 7.80
53 117 m/z 134.00 33.27%
79
34.|.‘.| oell P e | 103m0 | 120 |
e e e e e e e e e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 II%bllllblllgbllléblnl
104 7. 7.40 7. 7.

5000 m/z 66.10 22.13%

78
31 38 4, 51 ‘
S it Y PRI AN | N | N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132 7.20 7.40 7.60 7.80
m/z 69.10 13.84%

5000
33 44 o g7 105
78
SRRNEMES ARE ¥ SBE APESNS SN USERcA.MIMEM MRS  ME IS ¢ ——

m/z--> 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\BG082319\

Data File : BG042443.D

Acq On : 23 Aug 2019 21:21

Operator : HP/JU

ﬁ?ggle i K4365-03 0602-COMP-BH-3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_M
Quant Title : 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... 3.12 46.2 ng 1267680 1 8.00 548257 20.0
unknown7 .53 7.53 59.7 ng 1635450 1 8.00 548257 20.0
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