LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088043.D
Aca On : 15 Jun 2016 19:39 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H3609-02 181-02-NW-06142016
ALS Vial : 5 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 1.690 6 9 18 rvB2 270503 585609 26.10% 2.982%
2 1.815 18 20 32 rvv 1317469 2244047 100.00% 11.427%
3 1.964 32 33 43 rVB 41505 95803 4.27% 0.488%
4 2.158 48 50 66 rvB2 15806 57511 2.56% 0.293%
5 2.593 85 88 92 rvB 24516 36941 1.65% 0.188%

6 4.901 288 290 298 rVB 75915 116399 5.19% 0.593%
7 5.336 325 328 330 rBV 1473094 1612546 71.86% 8.211%
8 6.376 416 419 422 rBV 1250123 1499662 66.83% 7.637%
9 6.502 428 430 433 rVB 1179279 1619163 72.15% 8.245%
10 6.742 449 451 453 rBvY 715689 599658 26.72% 3.054%

11 6.902 462 465 467 rBV 1037285 1348806 60.11% 6.868%
12 7.302 498 500 503 rBvV 762019 1030383 45.92% 5.247%
13 8.022 561 563 566 rBvV 568456 782638 34.88% 3.985%
14 9.108 655 658 660 rBVY 2085584 1955850 87.16% 9.960%
15 9.508 690 693 694 rBvV 253138 274733 12.24% 1.399%

16 9.725 709 712 714 rBV 29817 28430 1.27% 0.145%
17 9.782 714 717 719 rvwVv 958495 887829 39.56% 4.521%
18 10.216 753 755 757 rVB 40034 37858 1.69% 0.193%
19 10.433 771 774 778 rBV 12357 24569 1.09% 0.125%
20 10.571 783 786 788 rBV2 832778 1058830 47.18% 5.392%
21 10.696 795 797 800 rBV 38596 56950 2.54% 0.290%
22 11.142 834 836 837 rBV 29858 31963 1.42% 0.163%
23 11.256 844 846 849 rBV 874629 790044 35.21% 4.023%
24 11.805 892 894 899 rBV 14718 22533 1.00% 0.115%
25 12.845 982 985 987 rBVY 1735390 1559249 69.48% 7.940%
26 13.759 1062 1065 1071 rBV 16501 39515 1.76% 0.201%
27 13.885 1074 1076 1079 rBV 463971 642583 28.64% 3.272%
28 14.731 1148 1150 1153 rBV 30000 30198 1.35% 0.154%
29 15.291 1196 1199 1206 rVB 396019 544946 24.28% 2.775%
30 17.623 1399 1403 1407 rVB4 9466 22569 1.01% 0.115%
Sum of corrected areas: 19637815
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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\BF061516\

BF088043.D

15 Jun 2016 19:39

UM/SsJ

H3609-02 181-02-NW-06142016
5 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\BF061516\

Data File : BF088043.D

Aca On : 15 Jun 2016 19:39

Operator : UM/SJ

3?22 le H3609-02 181-02-NW-06142016
ALS Vial : 5 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 1 unknownl.69 Concentration Rank 4

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

1.69 19.53 ng 585609 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 28
2 2-Pentanone. 5-hvdroxv- 102 C5H1002 001071-73-4 28
3 Octane. 3.4-dimethvl- 142 C10H22 015869-92-8 28
4 3-Buten-2-one. 3-methvl- 84 C5H80 000814-78-8 16
5 2-Butanone, 4-hydroxy-3-(hydroxy... 132 C6H1203 006868-97-9 12

Abundance Scan 9 (1.690 min): BF088043.D (-6) (-) m/z 43.10 100.00%
43
5000 56
84
||| | 6|9 1.70 1.80 1.90 2.00 2.10
o ettt e e e e e e e m/z 56.10 45.08%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1484: 1-Pentene, 4-methyl-
43
5000 56 LR UL IS LR UL IR
27 1.70 1.80 1.90 2.00 2.10
m/z 84.05 30.53%
69 84
0 2 1\5 il ‘\ LA ‘
L LA AR AR RALA RAARE AR RSN RRRRS RERRN RLAAN SRR RARAS SARAN LALAI RARRY
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
1.70 1.80 1.90 2.00 2.10
5000 84 m/z 58.10 26 .69%
58
18 27 69
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19179: Octane, 3,4-dimethyl-
43 1.70 1.80 1.90 2.00 2.10
m/z 41.10 22 .50%
5000 57
85
71
0 '”I"”I"”I'”'I'”'I'”'I”"I”"I”"P"'"??"”1}3' “"v"ﬁ%?“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\

Data File : BF088043.D

Aca On : 15 Jun 2016 19:39

Operator : UM/SJ

3?22 le H3609-02 181-02-NW-06142016
ALS Vial : 5 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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

1.96 3.20 ng 95803 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Glvcine 75 C2H5N02 000056-40-6 5
3 1-Butanamine 73 C4H11IN 000109-73-9 4
4 Silanol. trimethvl- 90 C3H100Si 001066-40-6 4
5 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro2 005267-73-2 4

Abundance Scan 33 (1.964 min): BF088043.D (-32) (-) m/z 75.05 100.00%
75
5000 45
B || o 180 200 220
AU ¥ ¥ S N N EMS N m/z 73.10 77.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 U AL UL AL B
1.80 2.00 220
m/z 45.00 37 .65%
o M P e s 10
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
30
180 200 220
5000 m/z 41.05 26 .72%
75
45 57 69
e S S UL S SIS I SUL IS SN S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #747: 1-Butanamine
30 1.80 2.00 220
m/z 47.00 15.58%
5000
18 . 4} 57 7‘3
e L S S UL S SIS I SUL LS I S B L AL N R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\

Data File : BF088043.D

Aca On : 15 Jun 2016 19:39

Operator : UM/SJ

3?22 le H3609-02 181-02-NW-06142016
ALS Vial : 5 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.90 3.88 ng 116399 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 64
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
3 3-0ctanol 130 C8H180 000589-98-0 9
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 290 (4.901 min): BF088043.D (-288) (-) m/z 43.00 100.00%
43
59
5000
101
51 | 83 | 4.60 4.80 5.00 5.20
ottt ey m/z 59.10 57.64%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A RN LR N LR
4.60 4.80 5.00 5.20
59 m/z 101.10 19.20%
0 21 38 | 53 67 778 a1
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
59
21 460 480 500 520
5000 m/z 58.10 16.98%
86
51 69 101
e S S S S UL UL UL SIS WL I
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #13640: 3-Octanol Em e RRaEae
59 4.60 4.80 5.00 5.20
m/z 41.10 8.89%
5000 41 83
31
101
e T S S UL L UL UL UL SIS A A RN LU LN LR
m/z--> 20 30 40 50 60 70 80 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\BF061516\

Data File : BF088043.D

Aca On : 15 Jun 2016 19:39

Operator : UM/SJ

3?22 le H3609-02 181-02-NW-06142016
ALS Vial : 5 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 5 unknown6.50 Concentration Rank 2

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

6.50 54 .00 ng 1619160 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 430 (6.502 min): BF088043.D (-428) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTTTT T T T T T T T T T
40 _ sy | 75 104 6.20 6.40 6.60 6.80
o R [ ??...' SIS -7 A W . S [ N m/z 68.10 42.95%
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 IASE RN RAREE N LU
6.20 6.40 6.60 6.80
2 78 m/z 134.00 31.51%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.10 27 .39%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine Emmmas s e A REARE!
132 6.20 6.40 6.60 6.80
o7 m/z 69.10 17.20%
5000 0
31 52
0 4 ‘ o0 | 7\8 86 ! 105 1:!-6 |
m/z--> 10 20 30 40 55 éo 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF061516\

Data File : BF088043.D

Acq On : 15 Jun 2016 19:39

Operator : UM/SJ

3?22 le H3609-02 181-02-NW-06142016
ALS Vial : 5 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]
unknownl .69 1.69 19.5 ng 585609 1 6.74 599658 20.0
Propane, 1,l1-dime... 1.96 3.2 ng 95803 1 6.74 599658 20.0
2-Pentanone, 4-hy... 4.90 3.9 ng 116399 1 6.74 599658 20.0
unknown6 .50 6.50 54_.0 ng 1619160 1 6.74 599658 20.0
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