LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\

Data File : BF082734.D

Aca On : 5 Nov 2015 17:33

Operator : UM/I1Z

Sample : 64284-01 5X AVE-ERALE 1.1
Misc : = =
ALS Vial : 7 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-BF103015.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

2.327 19 21 31 rvB3 15849 55016 4.02% 0.306%
5.024 255 257 260 rBV 548545 547113 39.99% 3.044%
297 rVB 1165195 1216362 88.92% 6.768%
6.396 373 377 382 rBv4 8609 27194 1.99% 0.151%
6.487 382 385 387 rBV 1616801 1367960 100.00% 7.611%
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6.624 395 397 400 rVB 1421454 1241038 90.72% 6.905%
6.716 400 405 407 rBvV 27309 48108 3.52% 0.268%
420 rBV 1236464 1016399 74.30% 5.655%
7.024 429 432 434 rBvV 865782 977001 71.42% 5.436%
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1 7.196 445 447 448 rVB2 17368 21090 1.54% 0.117%
11 7.424 464 467 469 rBvV 789436 839726 61.39% 4.672%
12 7.482 469 472 473 rVB 14243 17334 1.27% 0.096%
13 7.893 505 508 509 rBvV 10442 15419 1.13% 0.086%
14 8.156 528 531 533 rBvV 909696 1220840 89.25% 6.793%
15 8.865 590 593 595 rvB 48220 41031 3.00% 0.228%
16 8.967 597 602 604 rBv4 22332 35511 2.60% 0.198%
17 9.230 622 625 627 rBV 1424427 1358708 99.32% 7.560%
18 9.322 630 633 636 rBv 25317 30819 2.25% 0.171%
19 9.493 645 648 651 rVvB 30501 42898 3.14% 0.239%
20 9.562 652 654 655 rBvY 36296 37007 2.71% 0.206%
21 9.619 658 659 661 rBv 297391 234665 17.15% 1.306%
22 9.768 670 672 674 rBV3 11994 24984 1.83% 0.139%
23 9.848 678 679 682 rvVv 22140 19755 1.44% 0.110%
24 9.905 682 684 686 rvv 1536332 1325163 96.87% 7.373%
25 9.939 686 687 692 rVB 48593 48961 3.58% 0.272%
26 10.008 692 693 696 rvVB 12992 18079 1.32% 0.101%
27 10.110 700 702 704 rBV 38333 36650 2.68% 0.204%
28 10.316 718 720 722 rBV2 22436 32702 2.39% 0.182%
29 10.350 722 723 724 rVB 32448 22243 1.63% 0.124%
30 10.419 724 729 730 rBV5 7292 17242 1.26% 0.096%
31 10.453 730 732 735 rVB 25345 41861 3.06% 0.233%
32 10.510 735 737 740 rBV3 8301 22791 1.67% 0.127%
33 10.568 740 742 744 rBV 27340 25845 1.89% 0.144%
34 10.602 744 745 748 rVB3 10777 18457 1.35% 0.103%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\

Data File : BF082734.D

Aca On : 5 Nov 2015 17:33

Operator : UM/I1Z

Sample : 64284-01 5X AVE-ERALE 1.1
Misc : = =
ALS Vial : 7 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.682 750 752 755 rBvV2 617515 736815 53.86% 4_.100%

36 10.819 762 764 767 rVB2 54831 89029 6.51% 0.495%
37 10.911 767 772 773 rVB4 10471 16669 1.22% 0.093%
38 11.151 789 793 795 rBV5 11608 28483 2.08% 0.158%
39 11.185 795 796 799 rVB3 13919 21402 1.56% 0.119%
40 11.242 799 801 802 rBv2 12276 20506 1.50% 0.114%
41 11.265 802 803 805 rvv 39136 48853 3.57% 0.272%
42 11.299 805 806 809 rvB 33311 33055 2.42% 0.184%
43 11.391 811 814 816 rvV 842811 1231375 90.02% 6.851%
44 11.459 817 820 821 rVvB2 29975 30624 2.24% 0.170%
45 11.699 838 841 844 rvB2 20704 31270 2.29% 0.174%
46 11.882 856 857 859 rBv2 14195 25609 1.87% 0.142%
47 11.916 859 860 862 rvv 57620 51265 3.75% 0.285%
48 11.996 865 867 872 rvB2 43350 70140 5.13% 0.390%
49 12.179 882 883 888 rvB5 15176 35115 2.57% 0.195%
50 12.339 894 897 898 rBV3 24801 26054 1.90% 0.145%
51 12.385 898 901 903 rBv4 11134 23599 1.73% 0.131%
52 12.431 903 905 907 rBV 12925 21406 1.56% 0.119%
53 12.591 918 919 921 rVB 151984 153514 11.22% 0.854%
54 12.648 921 924 925 rBV3 19417 26847 1.96% 0.149%

55 12.819 936 939 942 rBV 148751 159123 11.63% 0.885%

56 12.968 950 952 955 rvB 1003230 899411 65.75% 5.004%

57 13.048 955 959 960 rBv4 12532 23533 1.72% 0.131%
58 13.151 962 968 971 rBV3 25580 76128 5.57% 0.424%
59 13.219 972 974 975 rBV2 29625 22608 1.65% 0.126%
60 13.254 975 977 978 rBV2 20493 19268 1.41% 0.107%
61 13.379 986 988 990 rBV3 13788 18890 1.38% 0.105%
62 13.882 1030 1032 1036 rBV3 34835 59759 4._.37% 0.333%

63 14.019 1041 1044 1050 rvVv 945584 1021175 74.65% 5.682%
64 15.048 1132 1134 1138 rVB 49093 110488 8.08% 0.615%
65 15.460 1167 1170 1173 rBV 604159 794629 58.09% 4.421%

Sum of corrected areas: 17972614
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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:\HPCHEMI\BNA F\DATA\BF110615\

BF082734.D
5 Nov 2015 17:33
umsiz
G4284-01 5X
AVE-E-RA15.1-1
7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF082734.D
6|49
1500000 6.62
6.86
5.46
1000000
702 8.16
7.42
5.02
500000
o 2.33 6. 6.7 7.20 |7.48 7.89
L B o e B e e e B e L s s e e B e S L e o o e o e e e e L B |
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF082734.D
9,90
1500000 9.23
12.97 14.02
1000000
11.39
10.68
500000
15.(
12.5912.82 M
13.8
8.4697 5 QMM
Obrm o mpm o : 5
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082734.D
1500000
1000000
15.46
500000
O —— —— —— ——— —— ——— T T T T T T T T T
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\

Data File : BF082734.D

Aca On : 5 Nov 2015 17:33

Operator : UM/I1Z

Sample : 64284-01 5X AVE-ERALE 1.1
Misc : :
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.02 Concentration Rank 3

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

5.02 10.77 ng 547113 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 257 (5.024 min): BF082734.D (-255) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 IS S SRR U
| 83.1 | 4.60 4.80 500 5.20 5.40
o} O FOSEc sMA N m/z 59.10 58.84Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN L R R
59.0 460 480 500 520 540
m/z 101.10 18.10%
31.0 83.0 10‘1 .0
O T T P T T T P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520 5.40
5000 41.0 m/z 58.10 14 .15%
29.0
87.0
0 15.0 70.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T EEaE B AL
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 8.92%
5000 41.0
0 I L 730 1260 1420
mz-> 10 20 30 40 5 65 76 80 90 100 110 130 130 140 || | 450 480 800 520 540
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Library Search Compound Report

8270-BF103015.M Fri Nov 06 11:14:25 2015

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\

Data File : BF082734.D

Aca On : 5 Nov 2015 17:33

Operator : UM/I1Z

Sample : 64284-01 5X AVE-ERALE 1.1
Misc : :
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.62 Concentration Rank 1

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

6.62 24 .42 ng 1241040 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 397 (6.624 min): BF082734.D (-395) (-) m/z 132.00 100.00%
132.
68.1
5000
96.1 R L R L
401 541 M 85O| 151 620 6.40 6.60 6.80 7.00
Ob e b e p b e i 22 b p e o S e e e m/z 68.10 54 _.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 ARSI SRR SRR
6.20 6.40 6.60 6.80 7.00
310 51.0 m/z 66.10 34.17%
0'W'”'P'”I”'“'h'M'”I“'h”'ﬂ'”'P'”l”'W'”'P'“I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 134.00 32.64%
150 280 39.0 520 830 770 o000 1040 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine T
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 22.37%
5000
33.0 44.0 0 105.0
0"I”"P"W'L”I'Lulﬁqﬂa'“l'“llﬁgﬂ"il'”hl”"P"W T DRSSP
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\

Data File : BF082734.D

Acq On : 5 Nov 2015 17:33

Operator : UM/1Z

Sample - G4284-01 5X AVE-ERALE 1.1
Misc : :
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown5.02 5.02 10.8 ng 547113 1 6.86 1016400 20.0
unknown6 .62 6.62 24 _4 ng 1241040 1 6.86 1016400 20.0
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