LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
Data File : BF099183.D

Acq On > 7 Oct 2017 8:26

Operator : SJ/JU

Sample : 15675-03

Misc :

ALS Vial : 35 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_F\METHODS\8270-BF092317 .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 2.158 7 12 24 rVB 677795 854725 22.38% 3.110%
2 5.087 507 510 518 rVB 229974 275562 7.22% 1.003%
3 5.487 574 578 581 rBV 2084986 1843131 48.27% 6.706%
4 6.493 745 749 752 rBV 1470233 1199115 31.40% 4.363%
5 6.634 769 773 777 rBV 2912674 2938941 76.96% 10.692%
6 6.863 808 812 815 rBV 1095160 839810 21.99% 3.055%
7 7.022 834 839 842 rBV 2929230 2649020 69.37% 9.638%
8 7.175 863 865 874 rvVB 43574 43117 1.13% 0.157%
9 7.428 903 908 911 rBV 1998096 2190891 57.37% 7.971%
10 8.145 1026 1030 1033 rBV 1338647 1161804 30.42%  4.227%
11 8.339 1060 1063 1066 rBV2 49784 40491 1.06% 0.147%
12 8.387 1068 1071 1074 rVB 87416 67076 1.76% 0.244%
13 9.139 1196 1199 1203 rBV 45014 40815 1.07% 0.148%
14 9.222 1207 1213 1216 rBV 3960370 3818675 100.00% 13.893%
15 9.392 1239 1242 1247 rVB4 39543 41617 1.09% 0.151%
16 9.610 1276 1279 1282 rVB 65322 50612 1.33% 0.184%
17 9.669 1282 1289 1295 rVB5 37080 64548 1.69% 0.235%
18 9.757 1298 1304 1311 rBV 56429 67868 1.78% 0.247%
19 9.898 1324 1328 1332 rBV2 1432397 1228425 32.17% 4.469%
20 9.928 1332 1333 1337 rVB 71581 46405 1.22% 0.169%
21 10.051 1349 1354 1357 rBvV4 20726 40778 1.07% 0.148%
22 10.104 1359 1363 1367 rVvv 130152 130138 3.41% 0.473%
23 10.216 1378 1382 1385 rBV3 73588 74364 1.95% 0.271%
24 10.257 1387 1389 1392 rVV 49775 40374 1.06% 0.147%
25 10.322 1397 1400 1403 rVB2 65675 57056 1.49% 0.208%
26 10.510 1429 1432 1434 rBvY 47489 46158 1.21% 0.168%
27 10.598 1442 1447 1453 rVB4 22962 48176 1.26% 0.175%
28 10.692 1453 1463 1466 rBV 1888008 1950101 51.07% 7.095%
29 10.792 1477 1480 1481 rBV2 43159 38311 1.00% 0.139%
30 10.980 1507 1512 1516 rBV3 23828 44077 1.15% 0.160%
31 11.386 1577 1581 1584 rBV 1263613 1044168 27.34% 3.799%
32 11.498 1597 1600 1605 rVB2 38036 43859 1.15% 0.160%
33 11.616 1618 1620 1623 rVB 96646 75920 1.99% 0.276%

34 12.969 1846 1850 1854 rBV 2640043 2637074 69.06% 9.594%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
Data File : BF099183.D

Acq On > 7 Oct 2017 8:26

Operator : SJ/JU

Sample : 15675-03

Misc :

ALS Vial : 35 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:\HPCHEM1I\BNA_F\METHODS\8270-BF092317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.127 1874 1877 1883 rBV 53200 54025 1.41% 0.197%
36 13.851 1997 2000 2005 rBV 33013 41528 1.09% 0.151%

37 14.021 2025 2029 2033 rBV 733138 661645 17.33% 2.407%
38 15.498 2275 2280 2289 rVB 602722 743735 19.48% 2.706%

39 15.933 2348 2354 2361 rBV2 38057 61327 1.61% 0.223%

40 16.433 2435 2439 2447 rVB 41663 71551 1.87% 0.260%

41 17.027 2535 2540 2547 rVB3 28892 58370 1.53% 0.212%

42 17.733 2654 2660 2669 rVB7 24625 60914 1.60% 0.222%
Sum of corrected areas: 27486297
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF100617\

BF099183.D

7 Oct 2017 8:26

SJ/Ju

15675-03

35 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\

Data File : BF099183.D

Acq On > 7 Oct 2017 8:26

Operator : SJ/JU

Sample : 15675-03 e
Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.16 20.36 ng 854725 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 12 (2.158 min): BF099183.D (-7) (-) m/z 73.10 100.00%
73
5000 43 /\
55 87 L
37 1|1 49 | o7 2.20 2.30 2.40 2.50 2.60
Ol b4 e, e W/Z 43.05  37.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HR U U IR IV I
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.10 26.29%
I
mz-> 20 30 40 s'o 60 70 8 90 100 110 120 130
Abundance
73
87 R I U IR IV I
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.10 24 _.70%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R Bamas
73 2.20 2.30 2.40 2.50 2.60
m/z 41.10 12.63%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'” IR IR IR U U
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\

Data File : BF099183.D

Acq On > 7 Oct 2017 8:26

Operator : SJ/JU

Sample : 15675-03 e
Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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.

5.09 6.56 ng 275562 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 511 (5.093 min): BF099183.D (-507) (-) m/z 43.00 100.00%
43
59
5000
101
51 | 83 | 4.80 5.00 5.20 5.40
S N DS m/z 59.00 58.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL L LS
59 480 500 520 5.40
m/z 101.10 21.74%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 16.96%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R b
43 4.80 5.00 5.20 5.40
m/z 41.05 8.70%
5000
101
15 3 | 8 6 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA_F\DATA\BF100617\

BF099183.D

7 Oct 2017 8:26

SJ/JU

15675-03 RI-MW-3-GW
35 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 unknown6.63 Concentration Rank 1

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

6.63 69.99 ng 2938940 1,4-Dichlorobenzene-d4 6.86
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 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF099183.D (-769) (-) m/z 132.00 100.00%
5000 68
40 | % J 620 6.40 6.60 6.80 7.00
o el g7 e | qoeus W h/7 68.10  40.17%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IS L SRS UL R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.27%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 24.92%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl S R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 15.39%
5000 og 0
o ,\MI 89 I‘;ﬂm,\,\‘l,,m, s 8 SN | | S
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\

Data File : BF099183.D

Acq On > 7 Oct 2017 8:26

Operator : SJ/JU

Sample : 15675-03 e
Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.16 20.4 ng 854725 1 6.86 839810 20.0
2-Pentanone, 4-hy... 5.09 6.6 ng 275562 1 6.86 839810 20.0
unknown6 .63 6.63 70.0 ng 2938940 1 6.86 839810 20.0
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