LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082317\

Data File : BF097999.D

Aca On : 23 Aug 2017 15:43 Instrument :
Operator : SJ/JU BNA_F

Sample  : 14820-17 ek
Misc i E2-FB-8-15-17
ALS Vial : 10 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-BF081517.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

4.922 479 482 491 rVB 100998 116625 3.14% 0.488%
5.340 548 553 556 rBV 1734010 1557938 42.00% 6.521%
rvB 1162548 996944 26.87% 4.173%
6.510 746 752 755 rBV 2751942 2871154 77.40% 12.017%
6.739 787 791 794 rBV 1018513 828803 22.34% 3.469%
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6.898 813 818 821 rBV 2942261 2776118 74.83% 11.619%
7.145 855 860 863 rvB 55909 47339 1.28% 0.198%
7.304 881 887 890 rBV 2257686 2410780 64.99% 10.090%
8.022 1005 1009 1012 rBV 1325487 1048460 28.26% 4 _.388%
9.104 1186 1193 1196 rBV 3608835 3709671 100.00% 15.527%

=
QO ~NO®

11 9.775 1302 1307 1310 rBV 1197779 1031342 27.80% 4.317%
12 10.563 1436 1441 1444 rBV 1636680 1594587 42.98% 6.674%
13 11.251 1554 1558 1562 rBV 1034014 920426 24.81% 3.852%
14 12.669 1795 1799 1801 rBV 54139 45960 1.24% 0.192%
15 12.839 1823 1828 1832 rBV 2615794 2584938 69.68% 10.819%

16 13.886 2002 2006 2009 rBV 724472 700883 18.89% 2.934%
17 15.298 2241 2246 2251 rVB 553245 650081 17.52% 2.721%

Sum of corrected areas: 23892049
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Int

Z:\HPCHEM1\BNA F\DATA\BF082317\
BF097999.D

23 Aug 2017 15:43

SJ/Ju

14820-17

10 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270
: ASP BNA STANDARDS FOR 5 POINT

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

egrated Chromatogram

-BF081517 .M
CALIBRATION

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF097999.D

6.90
6.51

7.30

5.34

6.37
6.74

4,92 7.15

A

0
Time-->

T
2.50

I
3.00

T
3.50

T
4.00

T
4.50

5.00

T
5.50

I
6.00

T
6.50

T
7.00

T
7.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

10

9.77

TIC: BF097999.D

12.84

10.56

11.25

1zed

Time-->

9.50

10.00

T
9.00

A
LIS BN S B B S R S S BN B R R S N B RN NN B SR S R SN R R

10.50 11.00 11.50 12.00 12.50

13.00 13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

13.89

15.30

TIC: BF097999.D

0

Time-->

14.00

14.50 15.00

15.50 16.00

16.50 17.00 17.50 18.00 18.50 19.00

8270-BF081517.

M Thu Aug 24 13:17:30 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082317\
Data File : BF097999.D

Aca On : 23 Aug 2017 15:43

Operator : SJ/JU

Sample - 14820-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : 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.

4.92 2.81 ng 116625 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 482 (4.922 min): BF097999.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 BN SR AR AR
83.1 4.60 4.80 5.00 5.20
4 1 US4 PN m/z 59.00 57.68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS SRS NS AR
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.00 20.27%
e 890 830 920
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
410 460 4.80 500 520
5000 m/z 58.00 17.26%
86.0
50.0 69.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime T s R
43.0 4.60 4.80 5.00 5.20
m/z 40.95 9.61%
5000
101.0
15.0 58.0
|20 | 69.0 840 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082317\
Data File : BF097999.D

Aca On : 23 Aug 2017 15:43

Operator : SJ/JU

Sample - 14820-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : 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 unknown6.51 Concentration Rank 1

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

6.51 69.28 ng 2871150 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 752 (6.510 min): BF097999.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IRSENRARE SRS RSN SRR
40.0 540 J 6.20 6.40 6.60 6.80
2 T .2 | N —— m/z 68.10 44_54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR R L SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.47%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance
57.0 132.0
TS § R N—
74.0 6.20 6.40 6.60 6.80
5000 980 1160 m/z 66.00 27.56%
158.0 189.0
USRMENESSMENENEINS " HRVENE [N | BN ST /MMt M i b
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14396: 1,2,4-Trifluorobenzene e A man i
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17 .54%
5000 630 810
31.0 112.0
ST SR | WY MR -/ [ —— SN | N | I
mz--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF082317\
Data File : BF097999.D

Acq On : 23 Aug 2017 15:43

Operator : SJ/JU

Sample - 14820-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
Quant Title : 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... 4.92 2.8 ng 116625 1 6.74 828803 20.0
unknown6 .51 6.51 69.3 ng 2871150 1 6.74 828803 20.0
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