LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010318\
Data File : BG031887.D

Acq On : 3 Jan 2018 12:51

Operator : SJ/JU

Sample - 17106-01

Misc :

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-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
1 3.423 17 23 34 rBV2 38146 76244 2.19% 0.478%
2 5.702 402 411 422 rBvV 25557 47190 1.36% 0.296%
3 6.207 490 497 510 rVB 497754 865583 24.90% 5.428%
4 7.888 774 783 794 rBVY 519917 984617 28.33% 6.174%
5 8.299 844 853 870 rBVY 526539 979328 28.17% 6.141%

8.787 928 936 945 rBB2 127151 230108 6.62% 1.443%
9.122 984 993 1004 rBB 421543 779662 22.43% 4_889%
9.980 1130 1139 1149 rBV 290626 557592 16.04% 3.496%
11.666 1417 1426 1434 rBV 184398 350122 10.07% 2.195%
14.045 1823 1831 1840 rBV 1141674 1848153 53.17% 11.589%

=
QO ~NO®

11 14.839 1960 1966 1973 rBV 69626 104601 3.01% 0.656%
12 15.414 2054 2064 2073 rVB2 356854 596323 17.15% 3.739%
13 16.889 2308 2315 2327 rBV 1122193 1782902 51.29% 11.180%
14 18.146 2521 2529 2539 rBV2 565881 896761 25.80% 5.623%
15 20.679 2954 2960 2969 rBV 2634878 3476101 100.00% 21.797%

16 22.312 3233 3238 3248 rVB2 57730 93663 2.69% 0.587%
17 22.488 3260 3268 3277 rBV 589884 1117159 32.14% 7.005%
18 23.793 3483 3490 3497 rBv4 20588 43489 1.25% 0.273%

19 26.213 3891 3902 3917 rBV3 329273 1117740 32.15% 7.009%

Sum of corrected areas: 15947338
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010318\
Data File : BG031887.D

Acq On : 3 Jan 2018 12:51

Operator : SJ/JU

Sample - 17106-01

Misc :

ALS Vial : 6 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: BG031887.D
2500000

2000000
1500000

1000000

7.89 8.30

500000 6.21 9.12
9.98

879 11.67

342 5.70
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010318\
Data File : BG031887.D

Acq On : 3 Jan 2018 12:51

Operator : SJ/JU

Sample - 17106-01

Misc :

ALS Vial : 6 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.70 4.10 ng 47190 1,4-Dichlorobenzene-d4 8.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 5-Hexen-2-one 98 C6H100 000109-49-9 10
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 411 (5.702 min): BG031887.D (-402) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 5.40 5.60 5.80 6.00
o Y FRMISSDEY | S MY MRS m/z 59.10 65.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA I UL UL A
59 540 560 580 600
m/z 101.10 26.12%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
5.0 560 580 600
5000 m/z 58.00 16.81%
55
0 37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 5.40 5.60 5.80 6.00
m/z 41.00 9.50%
5000 101
28 59
70 84
N | O PR N - Y-8 P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010318\
Data File : BG031887.D

Acq On : 3 Jan 2018 12:51

Operator : SJ/JU

Sample - 17106-01

Misc :

ALS Vial : 6 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 3 unknown8.30 Concentration Rank 1

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

8.30 85.12 ng 979328 1,4-Dichlorobenzene-d4 8.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 N-(-phenylisopropyl)benzaldimine 223 C16H17N 1000379-01-3 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 853 (8.299 min): BG031887.D (-844) (-) m/z 132.00 100.00%
5000
68
0 s || s Lion "ok 5k s ok
ol 080 L 307 m/z 134.00 31.84%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A R L I R
8.00 8.20 8.40 8.60
31 51 m/z 68.10 31.79%
‘ [l | H | jg ‘ |
e L L S LI WL L I B B W
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
800 820 8.40 8.60
5000 67 m/z 66.00 20.57%
41 97
53
79 117
e S L S B W L L I IS B W
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #80319: N-(-phenylisopropyl)benzaldimine R A REmasEEEE L
132 8.00 8.20 8.40 8.60
m/z 96.00 14 .38%
5000
105
91 ‘
39 51 65 77 | | 117 | 145 165 180 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 800 820 840 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG010318\
Data File : BG031887.D

Acq On : 3 Jan 2018 12:51

Operator : SJ/JU

Sample - 17106-01

Misc :

ALS Vial : 6 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... 5.70 4.1 ng 47190 1 8.79 230108 20.0
unknown8.30 8.30 85.1 ng 979328 1 8.79 230108 20.0
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