LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122217\

Data File : BG031725.D

Acq On : 22 Dec 2017 23:48 Instrument :
Operator : SJ/JU BNA_G

Sample - 17004-04 ClientSampleld :
Misc - PR-MW-03-121917
ALS Vial : 13 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:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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

3.447 21 27 38 rBv2 85007 194452 4._00% 1.018%
3.541 38 43 49 rVB 33987 52842 1.09% 0.277%
rvB 354545 620052 12.75% 3.246%
7.919 781 788 797 rBV 228412 421463 8.66% 2.206%
8.336 850 859 868 rBvV 667126 1203094 24.73% 6.298%
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8.823 935 942 952 rBB 145866 260980 5.36% 1.366%
9.164 992 1000 1011 rBB 665852 1215241 24.98% 6.361%
10.028 1138 1147 1157 rBV 432378 827228 17.00% 4 _330%
11.714 1426 1434 1442 rBV 202995 377848 7.77% 1.978%
14.088 1830 1838 1850 rBY 1809969 2891375 59.43% 15.135%

=
QO ~NO®

11 15.457 2062 2071 2079 rBvV2 368959 626958 12.89% 3.282%
12 16.932 2315 2322 2332 rBV 1501749 2356422 48.44% 12.335%
13 18.195 2526 2537 2546 rBV2 534304 854707 17.57% 4_474%
14 19.012 2671 2676 2685 rBV2 40279 61863 1.27% 0.324%
15 20.251 2882 2887 2895 rBv4 51868 74255 1.53% 0.389%

16 20.727 2962 2968 2975 rBV 3391487 4865041 100.00% 25.466%
17 22.108 3197 3203 3210 rBV5 47210 88481 1.82% 0.463%

18 22.554 3270 3279 3290 rVB 556774 1051344 21.61% 5.503%
19 26.344 3912 3924 3938 rBV2 324918 1060047 21.79% 5.549%

Sum of corrected areas: 19103693
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG122217\

Data File : BG031725.D

Acq On = 22 Dec 2017 23:48

Operator : SJ/JU

ﬁ?ggle i 17004-04 PR-MW-03-121917
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG031725.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG122217\

Data File : BG031725.D

Acq On = 22 Dec 2017 23:48

Operator : SJ/JU

ﬁ?ggle i 17004-04 PR-MW-03-121917
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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.

3.54 4_.05 ng 52842 1,4-Dichlorobenzene-d4 8.82
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 36
3 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 10
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 43 (3.541 min): BG031725.D (-38) (-) m/z 73.05 100.00%
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m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LA L L L B B LN B B B}
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Abundance
73
87 SRR/ O,
3.40 360 3.80
5000 41 55 m/z 55.05 21.79%
29
0 65 97 112 129
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4224: Boronic acid, ethyl-, dimethyl ester I e a m S
3 340 360 380

m/z 71.10 11.24%

5000 43
15
o2 2 | 57g “ 87 95102
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG122217\

Data File : BG031725.D

Acq On = 22 Dec 2017 23:48

Operator : SJ/JU

ﬁ?ggle i 17004-04 PR-MW-03-121917
ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 3 unknown8.34 Concentration Rank 2

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

8.34 92.20 ng 1203090 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 860 (8.342 min): BG031725.D (-850) (-) m/z 132.00 100.00%
132
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% 800 820 840 860
40 54 . . . .
0 T 2 || m/Z 134.00  33.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AR LR U
a1 o7 8.00 820 8.40 8.60
53 - 117 m/z 68.10 29.98%
0 ...|....“i“..“.“.l“.“l‘.‘.“l‘ ..l:I.-O.7. .“luuHuluuuuluuuuluuuu
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Abundance
57 132
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5000 gg 116 m/z 66.00 19.75%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole Lo e
132 8.00 820 8.40 8.60
m/z 96.00 13.96%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 800 820 840 860
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG122217\

Data File : BG031725.D

Acq On : 22 Dec 2017 23:48

Operator : SJ/JU

ﬁ?ggle i 17004-04 PR-MW-03-121917
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
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... 3.54 4.0 ng 52842 1 8.82 260980 20.0
unknown8.34 8.34 92.2 ng 1203090 1 8.82 260980 20.0
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