LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089486.D

Aca On 31 Jul 2016 22:48

Operator : UM/SJ

Sample : H4251-12 10X

Misc :

ALS Vial : 23 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-BF072716.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 1.656 4 6 35 rvB 968601 2533189 100.00% 59.551%
2 4 _.559 258 260 265 rBV 24665 31203 1.23% 0.734%
3 5.062 303 304 315 rBV3 23550 50035 1.98% 1.176%
4 6.159 398 400 407 rBV 27899 54125 2.14% 1.272%
5 6.262 407 409 418 rVvB 59242 75648 2.99% 1.778%

6 6.490 427 429 440 rBvY 177904 191607 7.56% 4._.504%
7 6.650 440 443 450 rvVB 39357 54442 2.15% 1.280%
8 7.073 478 480 487 rBvV 13297 33522 1.32% 0.788%
9 7.782 540 542 544 rBV 182682 204668 8.08% 4.811%
10 8.856 634 636 646 rBB 71064 63595 2.51% 1.495%
11 9.519 692 694 697 rBvV 246380 219165 8.65% 5.152%
12 10.308 761 763 766 rBB 28332 26218 1.03% 0.616%
13 10.994 821 823 834 rBV 232078 218837 8.64% 5.144%
14 12.571 959 961 964 rBvV 55306 52447 2.07% 1.233%

15 13.611 1050 1052 1060 rBV 262016 263605 10.41% 6.197%

16 14.948 1166 1169 1172 rBV 119460 181513 7.17% 4.267%

Sum of corrected areas: 4253819
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF073116\
BF089486.D

31 Jul 2016 22:48

UmM/sJ

H4251-12 10X

23 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072716.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\BF073116\
Data File : BF089486.D

Aca On 31 Jul 2016 22:48

Operator : UM/SJ

Sample : H4251-12 10X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknown4.56 Concentration Rank 4

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

4._.56 3.26 ng 31203 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hexen-2-one 98 C6H100 000109-49-9 9
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 9
3 Acetone 58 C3H60 000067-64-1 7
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 5
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 5

Abundance Scan 260 (4.559 min): BF089486.D (-258) (-) m/z 43.10 100.00%
ile]
59
5000
101 o
420 4.40 4.60 4.80
0 49| 8 - m/z 59.10  60.68%
RIS L SO UL UL SURIL IO IV UL UL UL R - - ¢
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one
43
5000 AR L UL R
420 4.40 4.60 4.80
97 55 m/z 101.10 22.40%
15
0 |, 37, 49 | 65717783 98
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
420 440 460 480
5000 5 m/z 58.10 16.22%
15 101
o 25 31 37 53 83
RIS L SURILIL UL UL SULIL UL IS UL UL UL R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone LA L L L L B L N B
43 420 4.40 4.60 4.80
m/z 41.10 10.29%
5000
15
58
0 2 A %\7\\ 1]
RIS L SURILIL UL UL SULIL UL IS UL UL UL R A L UL L I
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089486.D

Aca On 31 Jul 2016 22:48

Operator : UM/SJ

Sample : H4251-12 10X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 3 unknown6.26 Concentration Rank 2

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

6.26 7.90 ng 75648 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 409 (6.262 min): BF089486.D (-407) (-) m/z 132.00 100.00%
32
5000 68
96 LB RS L U R
40 4954 o | | 75 | 104 6.00 6.20 6.40 6.60
Ob e b e e e e el e m/z 68.10 41.55%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RREE LS U U
6.00 6.20 6.40 6.60
78 m/z 134.00 32.75%
31 35 ,, 5t
0”'Wt”wPl”JL'W'”lW“”I”'W'”'P“”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 6.60
5000 m/z 66.10 26.43%
33 44 g7 105
51 60 70 78 g 115
o e e e e e
miz--> 3 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine T ./.\, A
132 6.00 6.20 6.40 6.60
o7 m/z 69.10 18.22%
5000 0
52
st 44 60 78 gg 105 116
Ot e T e e e e LB o
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.0 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073116\
Data File : BF089486.D

Acq On 31 Jul 2016 22:48

Operator : UM/SJ

Sample : H4251-12 10X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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]
unknown4 .56 4.56 3.3 ng 31203 1 6.49 191607 20.0
unknown6 .26 6.26 7.9 ng 75648 1 6.49 191607 20.0
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