LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088253.D

Aca On : 22 Jun 2016 16:55

Operator : UM/SJ

Sample = H3660-02

Misc :

ALS Vial : 8 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-BF060716.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 1.724 11 12 61 rvB 1240399 2651703 100.00% 12.830%
2 4.730 274 275 290 rVB 268427 464061 17.50% 2.245%
3 5.187 313 315 325 rBVY 1507171 1633185 61.59% 7.902%
4 5.599 346 351 360 rBB 29305 40441 1.53% 0.196%
5 6.262 406 409 411 rBV 1698083 1873273 70.64% 9.063%

6.376 417 419 421 rBV 1426075 1861272 70.19% 9.005%
6.605 437 439 446 rBvV 421269 400771 15.11% 1.939%
6.753 450 452 455 rBV 1440840 1394480 52.59% 6.747%
7.176 487 489 491 rBV 1183257 1213712 45.77% 5.872%
7.885 549 551 554 rBV 537451 601514 22.68% 2.910%

=
QO ~NO®

11 8.971 643 646 648 rBVY 2119630 2203067 83.08% 10.659%
12 9.371 679 681 683 rBv 666237 551107 20.78% 2.666%
13 9.633 702 704 707 rBV 709756 696696 26.27% 3.371%
14 10.422 771 773 776 rBV 1236103 1240878 46.80% 6.004%

15 10.548 782 784 789 rVB 24350 33384 1.26% 0.162%
16 10.994 821 823 825 rBV 30851 30613 1.15% 0.148%
17 11.119 832 834 836 rBvV 545060 695879 26.24% 3.367%
18 11.417 858 860 863 rBvV 24711 28592 1.08% 0.138%
19 12.697 970 972 975 rBV 1963007 1831145 69.06% 8.860%
20 13.622 1050 1053 1061 rBV 15240 44788 1.69% 0.217%

21 13.737 1061 1063 1074 rVB 513368 683012 25.76% 3.305%
22 15.108 1180 1183 1191 rBV 323859 494747 18.66% 2.394%

Sum of corrected areas: 20668320
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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:\HPCHEM1I\BNA F\DATA\BF062216\

BF088253.D

22 Jun 2016 16:55

UM/SsJ

H3660-02

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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\BF062216\
Data File : BF088253.D

Aca On : 22 Jun 2016 16:55

Operator : UM/SJ

Sample : H3660-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 4

R.T. EstConc Area Relative to ISTD R.T.
473 23.16ng 464061  1,4-Dichlorobenzene-d4 6.60
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-dimethv... 141 C7H11NO2
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2

001116-98-9 23
016504-58-8 9

4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 275 (4.730 min): BF088253.D (-274) (-) m/z 43.05 100.00%

43
59
5000
s | 83 440 4.60 4.80 5.00
O e e e e e e m/z 59.10 62.34%
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
5000 59 LI L L L LB L BB |
440 4.60 4.80 5.00
m/z 101.10 22 .38%
31 101
0.”“.”“.”ﬂ””,”.w”.w.”w.”.ﬁi.ﬁi.L.”“.”,””,”.w”.w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
R e R R
4.40 4.60 4.80 5.00
5000 a1 m/z 58.10 17.49%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R B A .
43 440 4.60 4.80 5.00
m/z 41.10 8.86%
5000 101
28 59
84
5 s ]
0.”“”.“”w.”w”.w””,””“.”“”w.”w”.w”.w””“.”“”., SRR S A NS NSNS |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00

8270-BF060716.M Thu Jun 23 18:46:06 2016

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088253.D

Aca On : 22 Jun 2016 16:55

Operator : UM/SJ

Sample : H3660-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.60 2.02 ng 40441 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 72
2 Formamide. N.N-dimethvl- 73 C3H7NO 000068-12-2 9
3 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 9
4 1.3-Dioxolane. 2-(l-methvlethvl)- 116 C6H1202 000822-83-3 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 351 (5.599 min): BF088253.D (-346) (-) m/z 73.10 100.00%
43 73
5000
55 g 100 U 520 540 560 5.80 6.00
Oberr e it e el b e || M/z 43.10  88.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13498: 2-Pentanone, 4-methoxy-4-methyl-
43
73
5000
5.20 540 5.60 5.80 6.00
m/z 115.10 13.19%
. 2 a1 % 67 | 8gy 10030515
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
44 73
520 540 560 5.80 6.00
5000 m/z 41.10 11.43%
28
18
e R R R RS LA RS RS RS LSS RAARS SRR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7758: 1-Methoxyethanimine, N-acetyl- —
43 5.20 540 5.60 5.80 6.00
100 m/z 55.10 8.25%
5000
115
o 29 37 | 5158 673798501 | 107 ] ]
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 5.20 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088253.D

Aca On : 22 Jun 2016 16:55

Operator : UM/SJ

Sample : H3660-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 4 unknown6.38 Concentration Rank 2

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

6.38 92.88 ng 1861270 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 419 (6.376 min): BF088253.D (-417) (-) m/z 132.00 100.00%
5000
68
96 0 Aba R0 6RO R
40 4+ 54 ‘ 75 104 6.00 6.20 6.40 6.60 6.80
o..,....,....,...:;-..‘.‘7.,....??.I.'....,..?‘.7,..!.,.':..,.1.1:‘3.,....,-'...,.. m/z 134.00  34.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S R R A
6.00 6.20 6.40 6.60 6.80
2 78 m/z 68.10 29.80%
38
0'W'”'P'”I”J“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
SNBSS AR AR AR
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.10 19.03%
41 97
53 117
79
ol 34 60 89 | 105 124
mﬁwﬁmﬁmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- A o R e o
132 6.00 6.20 6.40 6.60 6.80
m/z 96.00 12.80%
5000
)15 28 39 52 O 77 90 104 4 |
m/z--> 10 20 §0 40 55 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062216\
Data File : BF088253.D

Acq On : 22 Jun 2016 16:55

Operator : UM/SJ

Sample - H3660-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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... 4.73 23.2 ng 464061 1 6.60 400771 20.0
2-Pentanone, 4-me... 5.60 2.0 ng 40441 1 6.60 400771 20.0
unknown6 .38 6.38 92.9 ng 1861270 1 6.60 400771 20.0
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