LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032062.D

Acq On : 16 Jan 2018 10:28

Operator : SJ/JU

Sample : PB105650BL

Misc :

ALS Vial : 28 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-BG011218_.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

5.685 402 408 415 rVB 29052 48377 1.20% 0.297%
6.190 487 494 504 rBvV 574163 982897 24.40% 6.035%
rBv 562321 1018892 25.30% 6.256%
8.276 841 849 862 rBV 623029 1103697 27.40% 6.776%
8.764 923 932 941 rBB 131586 233706 5.80% 1.435%

abrwWNPEF
\l
o0}
\l
=
\l
\l
N
\l
e}
o
\l
(o0}
©

9.105 982 990 1000 rBV 488853 929163 23.07% 5.705%
9.962 1127 1136 1149 rBV 327171 620710 15.41% 3.811%
11.649 1415 1423 1433 rBVY 172359 319708 7.94% 1.963%
14.028 1820 1828 1844 rBV 1241407 2024945 50.28% 12.433%
15.397 2053 2061 2073 rBB2 302435 497249 12.35% 3.053%

=
QO ~NO®

11 16.872 2305 2312 2320 rBV 1085432 1754735 43.57% 10.774%
12 18.129 2518 2526 2538 rBV2 478429 745397 18.51% 4._.577%
13 20.662 2951 2957 2965 rBV 3004401 4027499 100.00% 24.728%
14 22.465 3256 3264 3278 rBV2 536434 999389 24.81% 6.136%
15 26.179 3884 3896 3914 rBvV2 290951 981047 24.36% 6.023%

Sum of corrected areas: 16287411
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032062.D

Acq On : 16 Jan 2018 10:28

Operator : SJ/JU

Sample : PB105650BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance :
3000000 TIC: BG032062.D
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3000000 TIC: BG032062.D .
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Time--> 13.50 14.00 14.50 15.00 1550 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 TIC: BG032062.D
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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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032062.D

Acq On : 16 Jan 2018 10:28

Operator : SJ/JU

Sample : PB105650BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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.

5.69 4.14 ng 48377 1,4-Dichlorobenzene-d4 8.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 35
3 2-Butanol, 1-chloro- 108 C4HOCIO 001873-25-2 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 409 (5.691 min): BG032062.D (-402) (-) m/z 43.00 100.00%
a3
59
5000
101
83 540 5.60 5.80 6.00
ol | "m/z 59.10 71.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LS LN L LA L
59 540 560 580 6.00
m/z 101.00 30.70%
o 25 3 37 | 83 g3 1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
540 560 580 600
0
5000 101 m/z 58.00 14 _.13%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5273: 2-Butanol, 1-chloro-
59 540 5.60 5.80 6.00
m/z 41.10 12.16%
5000 31
79
45
0 ...,.%?.,..J.“...?ﬂlm.u?}.hni....,zg.l,h...%Q. '}P}'}p?"" "'I"A'I"J'I""I"'ﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 540 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\BG011518\
Data File : BG032062.D

Acq On : 16 Jan 2018 10:28

Operator : SJ/JU

Sample : PB105650BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 unknown8.28 Concentration Rank 1

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

8.28 94 .45 ng 1103700 1,4-Dichlorobenzene-d4 8.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 850 (8.282 min): BG032062.D (-841) (-) m/z 132.00 100.00%
132
5000
68
o | % 4a3 800 820 8.40 860
o o B S o o m/z 134.00 33.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L S I R
8.00 8.20 8.40 8.60
2 ‘ m/z 68.10 32.52%
0..‘”‘.‘,“.‘a“..|“....|....|....|....|....|....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
800 820 8.40 860
5000 67 m/z 66.10 22.76%
41 97
e L L L UL UL WL WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #52379: Tranylcypromine-propionyl R
57 132 8.00 8.20 8.40 8.60
m/z 69.10 14 .80%
5000 98
oLl L] 158 189
m/z--> 50 100 150 200 250 300 350 400 800 820 840 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032062.D

Acq On : 16 Jan 2018 10:28

Operator : SJ/JU

Sample : PB105650BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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... 5.69 4.1 ng 48377 1 8.76 233706 20.0
unknown8.28 8.28 94.5 ng 1103700 1 8.76 233706 20.0
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