LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030819\
Data File : BG039834.D

Acq On : 8 Mar 2019 23:29

Operator : JU/SJ

Sample : K1783-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 height area % max. total
1 3.207 15 20 28 rBv 187969 332811 8.64% 1.917%
2 3.277 28 32 45 rVB 149791 236984 6.16% 1.365%
3 5.698 437 444 453 rBV 354489 569238 14.79% 3.278%
4 7.295 708 716 724 rBV 225663 394063 10.24% 2.269%
5 7.683 774 782 797 rBV 682400 1203090 31.25% 6.929%

8.153 855 862 873 rvB 153956 258871 6.72% 1.491%
8.476 909 917 927 rVB 597583 1040267 27.02% 5.991%
9.334 1055 1063 1072 rBV 545047 988695 25.68% 5.694%
215239 394008 10.23% 2.269%
13.405 1747 1756 1767 rBV 1533568 2470418 64.17% 14.227%
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11 14.779 1983 1990 2003 rVvB2 393279 622026 16.16% 3.582%
12 16.266 2236 2243 2256 rBV 1297756 1958871 50.88% 11.281%
13 17.523 2448 2457 2467 rBV2 559384 817594 21.24% 4_.709%
14 20.119 2892 2899 2905 rBV 2903915 3849988 100.00% 22.172%
15 21.811 3180 3187 3194 rBV2 555023 944320 24.53% 5.438%

16 22.581 3313 3318 3324 rVB 36607 56097 1.46% 0.323%

17 23.303 3433 3441 3447 rBV2 42803 82606 2.15% 0.476%

18 24.131 3575 3582 3590 rVB3 41657 90217 2.34% 0.520%

19 25.183 3742 3761 3771 rBV2 291933 975437 25.34% 5.618%

20 26.293 3942 3950 3960 rBv4 26206 78221 2.03% 0.450%
Sum of corrected areas: 17363822
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030819\
Data File : BG039834.D

Acq On : 8 Mar 2019 23:29

Operator : JU/SJ

Sample : K1783-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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: BG039834.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030819\
Data File : BG039834.D

Acq On : 8 Mar 2019 23:29

Operator : JU/SJ

Sample : K1783-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.28 18.31 ng 236984 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 9

Abundance Scan 32 (3.277 min): BG039834.D (-28) (-) m/z 73.25 100.00%
B
5000 43
55 87
- 49 ‘ 7 3.203.303.40 3.503.603.70
Ol b L 49  er ee|  M/Z 43.20  44.25%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 A AR AN MR RN AR AR
43 3.203.303.40 3.503.603.70
55 87 m/z 55.15 30.76%
0 ﬁg 35‘\W\ ‘ 67 ] 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
3.203.303.40 3.503.603.70
5000 41 55 m/z 87.15 27 .39%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73 3.203.303.40 3.503.603.70
m/z 71.25 11.98%
5000
45
o T ow s g 101 Z;
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 3.203.303.40 3.503.603.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030819\
Data File : BG039834.D

Acq On : 8 Mar 2019 23:29

Operator : JU/SJ

Sample : K1783-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
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 3 unknown7.68 Concentration Rank 1

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

7.68 92.95 ng 1203090 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 781 (7.677 min): BG039834.D (-774) (-) m/z 132.15 100.00%
5000 68
54 ¢ 75 103 7.40 7.60 7.80 8.00
o....,...:l'.'.‘.‘.?,.'.'. ,.2!..|,....,..??,...'.,.'.'..,.1.1?.,...., b | m/z 68.15  45.00%
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 o7 HRE L UL LR
a1 o7 7.40 7.60 7.80 8.00
53 - 117 m/z 134.15 33.82%
0 34 “‘ ‘\ L 61\“\‘ L1l 89 L 103 110 (124 ||
miz--> % 40 % 6 7 8 9 100 1o 130 130 10
Abundance
132
69 o 740 7.60 7.80 8.00
5000 m/z 66.15 31.49%
78
31 35 ,, 5t
s R RS R I A IR RS LRSS AN WA RRRRE RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A e
132 7.40 7.60 7.80 8.00
m/z 69.25 17 .85%
5000
3B 44 g7 105
o | st G0 7278 g | L s
m/z--> 30 40 5'0 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030819\
Data File : BG039834.D

Acq On : 8 Mar 2019 23:29

Operator : JU/SJ

Sample : K1783-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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... 3.28 18.3 ng 236984 1 8.15 258871 20.0
unknown7 .68 7.68 93.0 ng 1203090 1 8.15 258871 20.0
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