LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121817\

Data File : BG031631.D

Acq On : 18 Dec 2017 12:47 Instrument :
Operator : SJ/JU BNA_G

Sample - 16909-01 ClientSampleld :
Misc - 121217-DBRI-E-D-B
ALS Vial : 6 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-BG121117 .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 5.173 314 321 332 rBY 38517 66555 1.05% 0.279%
2 5.655 397 403 422 rBvY 337172 646388 10.24% 2.713%
3 7.265 671 677 695 rBY 211357 465173 7.37% 1.953%
4 7.629 732 739 752 rBVY 658790 1208536 19.14% 5.073%
5 8.099 811 819 828 rBV 221307 409380 6.48% 1.718%

8.422 866 874 886 rBV 935557 1705601 27.01% 7.160%
9.269 1010 1018 1035 rBV 659598 1308439 20.72% 5.492%
10.914 1290 1298 1316 rBV 282495 626058 9.92% 2.628%
13.346 1704 1712 1731 rBV 2345516 3905040 61.85% 16.392%
14.721 1938 1946 1961 rBV2 565465 1014307 16.06% 4._.258%

=
QO ~NO®

11 16.207 2193 2199 2220 rBV 1077626 1857740 29.42% 7.798%
12 17.465 2407 2413 2427 rBV 808517 1351194 21.40% 5.672%
13 20.056 2848 2854 2868 rBV 4692299 6314027 100.00% 26.505%
14 21.736 3132 3140 3157 rBV 865536 1602417 25.38% 6.726%
15 25.015 3685 3698 3714 rBV 412991 1341599 21.25% 5.632%

Sum of corrected areas: 23822454
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121817\

Data File : BG031631.D

Acq On - 18 Dec 2017 12:47

Operator : SJ/JU

ﬁ?ggle i 16909-01 121217-DBRI-E-D-B
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_G\METHODS\8270-BG121117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG031631.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121817\

Data File : BG031631.D

Acg On : 18 Dec 2017 12:47

Operator : SJ/JU

Sample - 16909-01 121217-DBRI-E-D-B
Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 3.25 ng 66555 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 320 (5.167 min): BG031631.D (-314) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 520 5.40 5.60
0....,....','...!|;..7:3:,....,|....,....,....,....,....,2.97.. m/z 59.00 61.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR N UL I
480 5.00 520 5.40 5.60
59 m/z 101.00 21.37%
2\7\ Il H 70 83 10‘1
e L L S U S S RIS S S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 500 520 540 560
5000 m/z 58.00 13.71%
101
15 58
0 28 69 84
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43 480 5.00 520 5.40 5.60
m/z 41.00 8.66%
5000
101
31 58
0 \1\8 il \‘\ 73 87 117 130
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121817\

Data File : BG031631.D

Acg On : 18 Dec 2017 12:47

Operator : SJ/JU

Sample - 16909-01 121217-DBRI-E-D-B
Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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 unknown7.63 Concentration Rank 2

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

7.63 59.04 ng 1208540 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 739 (7.629 min): BG031631.D (-732) (-) m/z 132.00 100.00%
132
5000 68 /\k
96 ARRARERES SRS S
40 . 54 |75 103 720 7.40 7.60 7.80 8.00
o S i Al 1 R/ A M S | R m/z 68.10 38.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
5000 IS IR T I
7.20 7.40 7.60 7.80 8.00
104 m/z 134.00 33.16%
oL 14 27 37 4451 58 % 71 8597 | 115 |
s B B % & B & o b % 1% 10 13 1% 1k
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 25.08%
41 97
53 117
79
ol 34 60 89 | 105 124
mﬁwﬁmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine

132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 14.83%

69
104
5000
78
it |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121817\

Data File : BG031631.D

Acg On : 18 Dec 2017 12:47

Operator : SJ/JU

Sample - 16909-01 121217-DBRI-E-D-B
Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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]
2-Pentanone, 4-hy... 5.17 3.3 ng 66555 1 8.10 409380 20.0
unknown7 .63 7.63 59.0 ng 1208540 1 8.10 409380 20.0
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