LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG122117\
Data File : BG031688.D

Aca On : 22 Dec 2017 00:21

Operator : SJ/JU

Sample : 17002-02

Misc :

ALS Vial : 15 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:\HPCHEM1I\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 heiaht area % max. total
1 3.447 21 27 39 rBv 40191 84755 2.30% 0.478%
2 5.738 412 417 425 rVB 34395 58916 1.60% 0.332%
3 6.243 496 503 517 rvB 625057 1072565 29.15% 6.049%
4 7.924 780 789 802 rVB 635270 1194808 32.47% 6.738%
5 8.335 851 859 868 rBV 653859 1213307 32.98% 6.843%

8.829 935 943 950 rBv2 138014 254521 6.92% 1.435%
9.163 992 1000 1011 rBV 504776 938405 25.50% 5.292%
10.027 1138 1147 1160 rBV 356485 660878 17.96% 3.727%
11.719 1426 1435 1444 rBVY 203490 382254 10.39% 2.156%
14.093 1831 1839 1848 rVB 1307598 2118094 57.57% 11.945%

=
QO ~NO®

11 14.886 1968 1974 1981 rBV 93484 142415 3.87% 0.803%
12 15.462 2065 2072 2081 rVB2 383024 631821 17.17% 3.563%
13 16.937 2316 2323 2335 rVB 1236202 1947196 52.92% 10.981%
14 18.194 2531 2537 2547 rVB2 557256 907017 24.65% 5.115%
15 19.017 2673 2677 2686 rBV3 40326 64135 1.74% 0.362%

16 20.256 2884 2888 2895 rBv4 29206 39579 1.08% 0.223%
17 20.732 2962 2969 2976 rBV 2734816 3679441 100.00% 20.751%

18 22.554 3272 3279 3289 rVB 600839 1166243 31.70% 6.577%
19 26.343 3912 3924 3938 rVB 358699 1175457 31.95% 6.629%

Sum of corrected areas: 17731807
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031688.D

Aca On : 22 Dec 2017 00:21

Operator : SJ/JU

Sample : 17002-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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: BG031688.D

2500000
2000000
1500000

1000000

6.24 7.92 8.33
9.16
500000 10.03
11.72

8.83
3.45 5.74

e L

T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG031688.D
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Abundance TIC: BG031688.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031688.D

Aca On : 22 Dec 2017 00:21

Operator : SJ/JU

Sample : 17002-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.74 4.63 ng 58916 1,4-Dichlorobenzene-d4 8.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 16

Abundance Scan 417 (5.738 min): BG031688.D (-412) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 VU 1) SV
| | 83.0 540 5.60 5.80 6.00
R L e R I B e e e m/z 59.10 60.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA IR I L R
59.0 540 560 580 6.00
0
150 a0 1010 m/z 101.00 27 .50%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
540 560 580 6.00
0
5000 1010 m/z 58.05 16.53%
28.0 59.0
70.0 84.0
15.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43.0 540 5.60 5.80 6.00
m/z 41.00 12.98%
5000
101.0
15.0 58.0
280 | 690 840 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110 540 560 580 600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031688.D

Aca On : 22 Dec 2017 00:21

Operator : SJ/JU

Sample : 17002-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 3 unknown8.33 Concentration Rank 1

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

8.33 95.34 ng 1213310 1,4-Dichlorobenzene-d4 8.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10

Abundance Scan 858 (8.329 min): BG031688.D (-851) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 540 || 410 ®° J 500 520 640 550
e e o SR I A B B m/z 68.10 33.06%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " T k8l s
40 T o m/z 134.00 32.19%
Sm— .S:Lr.ol...?’:ll.?...l. — "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
00 550 520 540 8k0
5000 ' m/z 66.10 21.14%
31.0 510
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LB L e e e
57.0 132.0 8.00 820 8.40 8.60
m/z 69.10 14.17%
74.0
5000 ogo 160
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R ARREEE S L
m/z--> 40 60 80 100 120 140 160 180 8.00 820 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122117\
Data File : BG031688.D

Acq On : 22 Dec 2017 00:21

Operator : SJ/JU

Sample : 17002-02

Misc :

ALS Vial : 15 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]
2-Pentanone, 4-hy... 5.74 4.6 ng 58916 1 8.83 254521 20.0
unknown8.33 8.33 95.3 ng 1213310 1 8.83 254521 20.0
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