LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG070218\
Data File : BG035574.D

Aca On : 3 Jul 2018 6:42

Operator : JU/SJ

Sample = J3800-03

Misc :

ALS Vial : 23 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-BG060718 .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

5.179 316 322 329 rBV 26607 44573 1.24% 0.318%
5.643 394 401 411 rBV 314867 515146 14.29% 3.673%
rBv2 201838 358014 9.93% 2.553%
7.599 726 734 745 rBV 583575 997172 27.66% 7.110%
8.063 807 813 820 rBV 130621 218364 6.06% 1.557%
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8.387 860 868 876 rBvV 524539 913238 25.33% 6.511%
9.227 1002 1011 1023 rBV 448281 811606 22.51% 5.787%
10.866 1281 1290 1298 rBV 157501 288264 8.00% 2.055%
13.309 1698 1706 1714 rBV 1234326 1928670 53.50% 13.751%
14.126 1838 1845 1851 rBV 26305 41035 1.14% 0.293%

=
QO ~NO®

11 14.684 1932 1940 1948 rBV3 266534 440859 12.23% 3.143%
12 16.170 2184 2193 2207 rBV 1100629 1728170 47.94% 12.322%
13 17.421 2400 2406 2413 rBV 399506 611462 16.96% 4 _.360%
14 18.302 2552 2556 2563 rBV5 25509 39688 1.10% 0.283%
15 20.030 2844 2850 2864 rBV 2738077 3604759 100.00% 25.702%

16 21.686 3125 3132 3142 rBV 451319 759834 21.08% 5.418%
17 24.911 3669 3681 3697 rBV2 242378 724417 20.10% 5.165%

Sum of corrected areas: 14025271

8270-BG060718.M Tue Jul 03 13:43:18 2018 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO70218\

BG035574.D

3 Jul 2018 6:42

JussJ

J3800-03

23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG035574.D

9.23

5.64
7.22

518 i 8.06

10.87
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Time--> 3.50

400 450 5.00 550 6.00 6.50 7.00 750 8.00 8.50

9.00 9.50 10.

T T T T
00 10.50 11.00 11.50 12.00 12.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG035574.D

13.31

16.17

17.42
14.68

14.13 18.30

20,03

21.69

0

Time-->

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

2500000

2000000

1500000

1000000

500000

TIC: BG035574.D

24.91

Oy

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\HPCHEMI1\BNA G\DATA\BG070218\
Data File : BG035574.D

Aca On : 3 Jul 2018 6:42

Operator : JU/SJ

Sample = J3800-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 (+-)-4-Amino-4,5-dihydro-2(... Concentration Rank 3

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

5.18 4.08 ng 44573 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 2-Methvl-2.3-pentanediol 118 C6H1402 007795-80-4 23
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 10

Abundance Scan 322 (5.179 min): BG035574.D (-316) (-) m/z 43.15 100.00%
43.1
5000
101.2
480 500 520 5.40 5.60
Ol 20 e 228 | Tm/z 59.15 71.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
5000 101.0 480 500 520 540 560
m/z 101.15 27 .34%
70.0
15'0\“‘ ull ‘\ L
U A S R R LA SRS B RSN RARSS SARRS SRR BARRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.0
480 500 520 540 560
5000 m/z 41.15 11.84%
15.0 101.0
S L R R R L LA AR AR SRS SRR SARREBAREY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4035: 2,3-Butanedione, monooxime
43.0 480 500 520 5.40 5.60
m/z 58.10 11.74%
5000
101.0
15.0
0'“'wl“ﬂ“'hgggl“'w'“'w'“l“""“ RSN BB BN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG070218\
Data File : BG035574.D

Aca On : 3 Jul 2018 6:42

Operator : JU/SJ

Sample = J3800-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.60 Concentration Rank 1

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

7.60 91.33 ng 997172 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 734 (7.599 min): BG035574.D (-726) (-) m/z 132.15 100.00%
13p.2
5000 68.2
40.1 ‘ %2 ‘ 720 7.40 7.60 7.80 8.00
- 521 77.2 . : : : : :
o....,....',".'...,.'.'..,.-.'-.'.|,..'.-'.~,.?7:?...'.,1.9?.2,1.1.5.-.1,....,-'...,.. m/z 68.15  48.57%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 L I RS L
69.0 7.20 7.40 7.60 7.80 8.00
39.0 57.0 m/z 134.15 33.64%
| ‘ ‘ g0 890 103.0 ‘
0""I""HM“'“\““"I""I"q'l""lu"“l'uh'l%¥§fﬂ""I T
m/z--> 30 80 90 100 110 120 130 140
Abundance
132.0
69,0 - 750 790 750 780 500
5000 ' m/z 66.15 31.91%
310 51.0 78.0
e R RS AR N AR RS AN WALS LSS RARRN SARR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine £t
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 21.47%
5000
33.0 44.0 0.0 105.0
0 ‘ L 60. 9 0 0 ‘ ‘ | 115.0 1
m/z--> 30 40 5'0 60 70 8|0 90 100 110 120 130 140 720 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\BG070218\
Data File : BG035574.D

Acq On : 3 Jul 2018 6:42

Operator : JU/SJ

Sample - J3800-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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]
(+-)-4-Amino-4,5-_ .. 5.18 4.1 ng 44573 1 8.06 218364 20.0
unknown? .60 7.60 91.3 ng 997172 1 8.06 218364 20.0
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