LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100868.D

Aca On - 23 Nov 2017 11:59 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16541-10 . ek
Misc i 111717-SIDI-F-U-S
ALS Vial : 39 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 F\METHODS\8270-BF110817.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

2.140 7 9 27 rVB3 59375 142631 5.77% 1.041%
5.075 504 508 515 rBV 133012 148807 6.02% 1.086%
rBv 688950 635907 25.71% 4.640%
6.481 743 747 757 rBB 472974 421402 17.04% 3.075%
6.628 767 772 775 rBV 1304279 1182387 47.81% 8.627%
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6 6.857 807 811 814 rBV 556897 431774 17 .46% 3.150%
7 7.016 833 838 841 rBV 1879979 1648119 66.64% 12.025%
8 7.422 902 907 910 rBV 1233740 1354596 54.77% 9.883%
9 8.139 1025 1029 1032 rBV 688564 555835 22.47% 4 _.055%
10 9.216 1206 1212 1215 rBV 2589265 2473248 100.00% 18.045%
11 9.604 1275 1278 1281 rBV 38227 29507 1.19% 0.215%
12 9.892 1322 1327 1331 rBV 672245 621039 25.11% 4_.531%
13 10.316 1391 1399 1402 rBV2 27514 25214 1.02% 0.184%
14 10.680 1457 1461 1465 rBV 919234 878337 35.51% 6.408%
15 10.786 1476 1479 1484 rBV2 31225 30296 1.22% 0.221%

16 11.380 1576 1580 1584 rBV 674697 550259 22.25% 4.015%
17 12.968 1845 1850 1853 rBV 1909944 1776417 71.83% 12.961%
18 14.021 2025 2029 2032 rBV 434163 380020 15.37% 2.773%
19 15.492 2273 2279 2289 rBV 332009 420153 16.99% 3.065%

Sum of corrected areas: 13705948
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100868.D

Aca On : 23 Nov 2017 11:59

Operator : SJ/JU

Sample : 16541-10 s e e
Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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: BF100868.D
2500000

2000000 7.02

1500000

6.63 7.42

1000000

6.86
500000 6.48

5.07

L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF100868.D
2500000 9|22

2000000 12.97

1500000

1000000 10.68

8.14 9.89 11.38
500000

e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100868.D
2500000

2000000
1500000
1000000

500000 14.02

] I

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100868.D

Aca On : 23 Nov 2017 11:59

Operator : SJ/JU

Sample : 16541-10 s e e
Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.14 6.61 ng 142631 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 9
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 5
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 5
5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 5

Abundance Scan 9 (2.140 min): BF100868.D (-7) (-) m/z 73.10 100.00%
73.
5000
50 55.0 870 HAN AR A LR LRS!
3701, | | | 2.20 2.30 2.40 2.50 2.60
Otreprrerprrrerrrrprrrsprrrrrre ey m/z 43.05 29.40%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
' 5.0 87.0 m/z 87.00 26.26%
o %D%O\‘ ‘ NO\‘%O
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73.0
o 355 350 24 250 260
5000 ' m/z 55.05 22 .44%
27.0
15.0 81.0
L) LA ALY AN MUY ALY ALY S ALY KLY RARAA KAAR] ALA) RAAN MRS AR LML AL
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1877: Acetamide, N-ethyl- R EEmmmmETEE S EE
30.0 2.20 2.30 2.40 2.50 2.60
m/z 45.00 12.64%
5000 430 87.0
15.0 72.0
0 | ull o 87.0 52.0 59.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 6|O 65 70 75 80 85 9'0 95 220 2.30 240 2.50 2.60
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Library Search Compound Report

8270-BF110817.M Mon Nov 27 13:24:44 2017

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100868.D

Aca On : 23 Nov 2017 11:59

Operator : SJ/JU

Sample : 16541-10 s e e
Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 3

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

5.07 6.89 ng 148807 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 1.2-Butanediol 90 C4H1002 000584-03-2 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 507 (5.069 min): BF100868.D (-504) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 R RN S IR
83.0 480 5.00 5.20 5.40
-ttt e e m/z 59.10 53.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I UL I I
59.0 480 500 520 540
m/z 101.10 17.52%
31.0 g30 1010
O T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 14.48%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime A e R ma
43.0 480 5.00 5.20 5.40
m/z 41.10 8.57%
5000
101.0
150 310 | 80490 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF112217\

BF100868.D
23 Nov 2017 11:59
SJ/Ju
16541-10
111717-SIDI-F-U-S
39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

ion Parameters:

KAEEAAAIAIAXITA A A A A A AT A A A A A A A AR AAA A A XA EAARTAAAAAAEAARARAAAAXAAARAAAAXAATXARAARAALAAAA*XK
Peak Number 3 unknown6.63 Concentration Rank 2

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

6.63 54_.77 ng 1182390 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 772 (6.628 min): BF100868.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
w150 || N e | 3o ek sk ok 7o
o} e o A e e m/z 68.10 36.47%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL AR I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.96%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.67%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L B R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 _.40%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | B | SN
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112217\

Data File : BF100868.D

Acg On : 23 Nov 2017 11:59

Operator : SJ/JU

Sample - 16541-10 111717-SIDI-F-U-S
Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 2.14 6.6 ng 142631 1 6.86 431774 20.0
2-Pentanone, 4-hy... 5.07 6.9 ng 148807 1 6.86 431774 20.0
unknown6 .63 6.63 54_.8 ng 1182390 1 6.86 431774 20.0
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