LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113990.D

Aca On = 25 Apr 2019 20:54

Operator : JU/SJ

Sample = K2555-09

Misc :

ALS Vial : 17 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF042219 .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

2.146 5 10 16 rBV 128351 162564 3.75% 0.717%
5.510 578 582 599 rBV 1113466 1041672 24.06% 4 _.596%
rBv 712579 681636 15.74% 3.007%
6.663 774 778 781 rBV 2313131 2027834 46.83% 8.946%
6.892 814 817 821 rBV 681998 560731 12.95% 2.474%

abrwWNPEF
(9}
a1
=
(9}
\l
N
©
\l
9]
w
\l
\l
N

7.051 840 844 848 rBV 2236444 1897074 43.81% 8.370%
7.451 908 912 915 rBV 1663907 1491453 34.44% 6.580%
8.175 1032 1035 1051 rVB 760167 715080 16.51% 3.155%
9.251 1214 1218 1221 rBV 3654831 3159559 72.97% 13.939%
9.933 1330 1334 1347 rBvV 843064 891956 20.60% 3.935%

=
QO ~NO®

11 10.716 1463 1467 1486 rBV 2254313 2404526 55.53% 10.608%
12 11.416 1582 1586 1594 rBV 1125461 1035573 23.92% 4 _569%
13 13.004 1851 1856 1859 rBV 4237379 4330022 100.00% 19.103%
14 14.051 2030 2034 2046 rBV 1125121 1151263 26.59% 5.079%
15 15.539 2281 2287 2301 rBV 775035 1115380 25.76% 4.921%

Sum of corrected areas: 22666323
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF042519\

BF113990.D

25 Apr 2019 20:54

JussJ

K2555-09

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF042219 .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:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113990.D

Aca On = 25 Apr 2019 20:54

Operator : JU/SJ

Sample - K2555-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 3

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

2.15 5.80 ng 162564 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 11 (2.152 min): BF113990.D (-5) (-) m/z 73.10 100.00%
73.1
5000
"0 550 871 R AN U UL AR
2.20 2.30 2.40 2.50 2.60
o U O N S —— S Y2k T 010 B - B0 151
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 87.10 25.85%
29.0
0 L AN .
USRS IURLE UL U UL UL UL B B B B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 AN R U U UL U
2.20 2.30 2.40 2.50 2.60
5000 41.0 55.0 m/z 55.00 21.13%
29.0 ‘
o TR ‘ Il “‘ , 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- R AAREEEEES EaLE
73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.10 10.30%
5000
45.0
29.0
0% '|"'h“ BRRARAS '|??'q|" RARRRRA ""l"'%ql'p" T T T R RS RS LRSS RARRE A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113990.D

Aca On = 25 Apr 2019 20:54

Operator : JU/SJ

Sample - K2555-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 unknown6.66 Concentration Rank 1

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

6.66 72.33 ng 2027830 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 777 (6.657 min): BF113990.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 UL R R R
400 540 | 6.40 6.60 6.80 7.00
o....,....|'!...,::..,::.-.|,..7.53,0....,..!.,?1??.?....,...., | | m/Z 68.00 43.24%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL R R R

6.40 6.60 6.80 7.00
m/z 134.00 31.31%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
B b R
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.91%
41.0 97.0
‘ 79.0 117.0
0““‘1070“
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine B e A R a
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.50%
5000
33.0 44.0 0.0 105.0
200w | use |
] MRRNEAE USUARNENS SYBIRITTUIMERN NIBIMNES NS iV IR L A SN | M R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042519\
Data File : BF113990.D

Acq On = 25 Apr 2019 20:54

Operator : JU/SJ

Sample - K2555-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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... 2.15 5.8 ng 162564 1 6.89 560731 20.0
unknown6 .66 6.66 72.3 ng 2027830 1 6.89 560731 20.0
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