LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG091715\
Data File : BG018729.D

Acq On : 17 Sep 2015 5:47

Operator : TP

Sample - PB85596BL

Misc :

ALS Vial : 18 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-BG091115.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 2.962 16 21 39 rvB 3040017 3974874 100.00% 21.398%
2 5.100 379 385 394 rBY 237809 360502 9.07% 1.941%
3 5.576 459 466 477 rBV 592820 898312 22.60% 4.836%
4 7.163 728 736 745 rBV 567389 948823 23.87% 5.108%
5 7.533 792 799 808 rBvY 581211 967709 24.35% 5.209%

8.003 872 879 886 rBvV 120229 209980 5.28% 1.130%
8.326 925 934 943 rVB 455213 755945 19.02% 4._.069%
9.160 1067 1076 1083 rBV 330968 577382 14.53% 3.108%
10.805 1348 1356 1365 rVB 176095 304895 7.67% 1.641%
13.250 1766 1772 1780 rBV 1111497 1643802 41.35% 8.849%

=
QO ~NO®

11 14.630 1998 2007 2014 rBV2 305531 499116 12.56% 2.687%
12 16.111 2253 2259 2273 rBV 908565 1412151 35.53% 7.602%
13 17.368 2467 2473 2482 rBV 535536 782095 19.68% 4_.210%
14 19.977 2911 2917 2928 rBV 2537595 3330838 83.80% 17.931%
15 21.622 3190 3197 3207 rBvV2 580994 966078 24 .30% 5.201%

16 24.807 3727 3739 3755 rBV2 319426 943669 23.74% 5.080%

Sum of corrected areas: 18576171
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091715\
Data File : BG018729.D

Acq On : 17 Sep 2015 5:47

Operator : TP

Sample - PB85596BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG018729.D
300000012|96

2500000
2000000
1500000
1000000

5.58 7.16 7.53
8.33
500000 9.16

5.10 8.00 10.81

e L L |

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG018729.D
3000000

19.98
2500000

2000000

1500000

13.25
1000000 16.11

17.37 21.62

500000 14.63

L0 o o o B 0 LANE A  o  o  L  HL BL

Time-->  13.00 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 TIC: BG018729.D
3000000

2500000

2000000

1500000

1000000

500000 24.81

e B S o A T e e e e

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:\HPCHEM1\BNA_G\DATA\BG091715\
Data File : BG018729.D

Acq On : 17 Sep 2015 5:47

Operator : TP

Sample - PB85596BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown2.96 Concentration Rank 1

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

2.96 378.60 ng 3974870 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 N-Ethylformamide 73 C3H7NO 000627-45-2 32
3 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 21 (2.962 min): BG018729.D (-16) (-) m/z 73.05 100.00%
73 ?
43
5000 89
55 2.90 3.00 3.10 3.20 3.30 3.40
o N NS [ NE——— m/z 43.00 49.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.90 3.00 3.10 3.20 3.30 3.40
89 m/z 89.00 37 .66%
“W'“W'”Mh“ML”'P”'P”'JL'P“jP”'P'“P'“P'“P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
30 73
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 10.52%
58
44
15 51
mﬁmﬁmﬁwﬁwﬁmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
73 2.90 3.00 3.10 3.20 3.30 3.40
43 m/z 42.00 7.99%
55
5000
29
15
"W""I”"I'?ﬁl""P'"??”'I""ﬁ%'é?'”%?g"'""I”"I"”I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091715\
Data File : BG018729.D

Acq On : 17 Sep 2015 5:47

Operator : TP

Sample - PB85596BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

5.10 34.34 ng 360502 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 385 (5.100 min): BG018729.D (-379) (-) m/z 42.95 100.00%
a3
59
5000
101 A
4.80 5.00 5.20 5.40
83
et e el 80 | m/Zz 59.00  67.42%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A UL UL A A
59 480 500 520 5.40
m/z 101.00 25.72%
25 31 37 | 83 o3 %
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
0
5000 101 m/z 58.00 17.75%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4323: 3-Hexanol LI I L L L B
509 4.80 5.00 5.20 5.40
m/z 41.00 7.93%
5000 31 43 73
25L\ 37\y“ 53, ||, 67 84 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091715\
Data File : BG018729.D

Acq On : 17 Sep 2015 5:47

Operator : TP

Sample - PB85596BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.53 Concentration Rank 2

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

7.53 92.17 ng 967709 1,4-Dichlorobenzene-d4 8.00
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 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 799 (7.533 min): BG018729.D (-792) (-) m/z 132.00 100.00%
5000 68
0 s | % J 7.20 7.40 7.60 7.80
el T8 LIS W Tw/z 68.00 37.820%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S AN AR RS SRR
7.20 7.40 7.60 7.80
21 51 78 m/z 134.00 32.94%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80
5000 67 m/z 66.00 23.83%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R B
57 132 7.20 7.40 7.60 7.80
24 m/z 69.00 14.19%
5000 og 0
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . D VPR & G
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG091715\
Data File : BG018729.D

Acq On : 17 Sep 2015 5:47

Operator : TP

Sample - PB85596BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown?2 .96 2.96 378.6 ng 3974870 1 8.00 209980 20.0
2-Pentanone, 4-hy... 5.10 34.3 ng 360502 1 8.00 209980 20.0
unknown7 .53 7.53 92.2 ng 967709 1 8.00 209980 20.0
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