LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\

Data File : BF098627.D

Aca On : 19 Sep 2017 3:37 Instrument :
Operator : SJ/JU gmgigamlem'
3?22 le 15262-02 091417-SIDIF-)E-D-S
ALS Vial : 31 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-BF091117.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
1 4.798 459 461 473 rBV 139761 187422 5.12% 0.902%
2 5.240 533 536 551 rBV 965852 1035190 28.25% 4.984%
3 6.287 711 714 729 rBV 708633 771102 21.04% 3.713%
4 6.404 731 734 749 rVB 2211207 1902522 51.92% 9.160%
5 6.634 769 773 782 rBV 814809 683193 18.65% 3.289%
6 6.793 795 800 803 rBY 2536116 2459151 67.11% 11.840%
7 7.204 866 870 873 rBVY 1942953 1901289 51.89% 9.154%
8 7.916 988 991 999 rBVY 1164256 956631 26.11% 4 .606%
9 8.998 1169 1175 1178 rBV 3964012 3664138 100.00% 17.642%
10 9.392 1239 1242 1249 rBV 122151 96350 2.63% 0.464%

11 9.669 1285 1289 1295 rVB 969435 851246 23.23% 4.098%
12 10.457 1419 1423 1433 rVB 1159348 1004364 27.41% 4 _.836%
13 11.151 1537 1541 1544 rBV 990580 900875 24.59% 4_337%
14 12.733 1805 1810 1813 rBV 3106065 2728529 74.47% 13.137%
15 13.633 1957 1963 1971 rBV2 43203 60121 1.64% 0.289%

16 13.780 1984 1988 1995 rVB 694101 675320 18.43% 3.251%
17 15.180 2219 2226 2236 rVB 581307 722027 19.71% 3.476%

18 15.574 2289 2293 2298 rVB2 35176 49514 1.35% 0.238%

19 16.021 2364 2369 2376 rBV2 36136 67135 1.83% 0.323%

20 16.539 2453 2457 2463 rVB6 25583 53706 1.47% 0.259%
Sum of corrected areas: 20769825
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\

Data File : BF098627.D

Aca On : 19 Sep 2017 3:37

Operator : SJ/JU

ﬁ?ggle i 15262-02 091417-SIDI-E-D-S
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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: BF098627.D
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Library Search Compound Report

8270-BF091117.M Tue Sep 19 13:54:23 2017

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\

Data File : BF098627.D

Aca On : 19 Sep 2017 3:37

Operator : SJ/JU

ﬁ?ggle i 15262-02 091417-SIDI-E-D-S
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.80 5.49 ng 187422 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 461 (4.798 min): BF098627.D (-459) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 L e e R e
83.0 440 4.60 4.80 5.00 5.20
e e e e e e m/z 59.00 60.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [Tr I T[T T [ rrr [ rrrrrT
440 4.60 4.80 5.00 5.20
59.0 m/z 101.00 19.14%
101.0
20 ‘ 700 830
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
R A REEEE BRI L S
440 4.60 4.80 5.00 5.20
5000 m/z 58.00 15.52%
101.0
150 310 %80 690 6.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R EaEaEEE R
59.0 440 4.60 4.80 5.00 5.20
m/z 41.00 9.01%
5000 41.0
Wl 730 1260 1420
T T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF091817\

BF098627 .D

19 Sep 2017 3:37

SJ3/JU

15262-02 091417-SIDI-E-D-S
31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
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 unknown6.40 Concentration Rank 2

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

6.40 55.70 ng 1902520 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 733 (6.398 min): BF098627.D (-731) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.0 IRESE N RSB E R
40.0 540 | J 6.00 6.20 6.40 6.60 6.80
0 e B e m/z 68.00 49 .92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R AN S
6.00 6.20 6.40 6.60 6.80
310 510 m/z 66.00 32.80%
‘ | A H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
SARSESRABENARSE LRSS R
6.00 6.20 6.40 6.60 6.80
5000 m/z 134.00 30.56%
51.0 70.0 86.0
miz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 19.75%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l NN N | G —
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 640 660 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091817\

Data File : BF098627.D

Acq On : 19 Sep 2017 3:37

Operator : SJ/JU

ﬁ?ggle i 15262-02 091417-SIDI-E-D-S
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.80 5.5 ng 187422 1 6.63 683193 20.0
unknown6 .40 6.40 55.7 ng 1902520 1 6.63 683193 20.0

8270-BF091117.M Tue Sep 19 13:54:24 2017 Page: 5



