LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089522.D

Aca On : 1 Aug 2016 20:56

Operator : UM/SJ

Sample : H4251-04

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:\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 1.655 4 6 48 rVB 758384 1906584 100.00% 17.499%
2 4 _.558 257 260 264 rBV 66287 106020 5.56% 0.973%
3 5.039 300 302 315 rBV3 243077 442721 23.22% 4._.063%
4 6.136 397 398 405 rBV2 225341 319981 16.78% 2.937%
5 6.239 405 407 420 rvVB 662820 917418 48.12% 8.420%
6 6.479 426 428 435 rBV 228002 256697 13.46% 2.356%
7 6.627 439 441 444 rVwV 769810 886590 46.50% 8.137%
8 6.719 448 449 455 rvv2 11287 23949 1.26% 0.220%
9 6.810 455 457 461 rvVB2 16197 30292 1.59% 0.278%
10 7.050 476 478 486 rBV 614136 729563 38.27% 6.696%
11 7.176 486 489 493 rvv2 32140 54607 2.86% 0.501%
12 7.256 493 496 498 rvv2 14349 26873 1.41% 0.247%
13 7.702 529 535 538 rBV 11230 23340 1.22% 0.214%
14 7.759 538 540 542 rBV 274911 341882 17.93% 3.138%
15 8.239 576 582 584 rBV3 23099 34567 1.81% 0.317%
16 8.616 612 615 617 rVvv3 9301 22450 1.18% 0.206%
17 8.845 632 635 637 rBY 1554954 1472932 77.26% 13.519%
18 9.016 648 650 654 rVB 30813 33464 1.76% 0.307%
19 9.245 668 670 674 rVB 36099 36868 1.93% 0.338%
20 9.508 690 693 699 rBV 431535 483583 25.36% 4.438%
21 9.839 718 722 724 rBV3 17127 29415 1.54% 0.270%
22 9.965 728 733 734 rBV4 12268 28816 1.51% 0.264%
23 10.010 734 737 739 rBV 34201 40146 2.11% 0.368%
24 10.113 744 746 748 rBV 25285 23187 1.22% 0.213%

25 10.296 760 762 764 rBV 618075 731431 38.36% 6.713%
26 10.982 820 822 824 rBV 290729 375316 19.69% 3.445%
27 11.542 868 871 875 rBv2 23049 32217 1.69% 0.296%
28 12.319 936 939 941 rBV2 17307 23857 1.25% 0.219%
29 12.559 958 960 963 rBV 1025355 1001459 52.53% 9.192%
30 13.599 1049 1051 1058 rVB 184738 243583 12.78% 2.236%

31 14.925 1164 1167 1176 rBV 165901 215601 11.31% 1.979%

Sum of corrected areas: 10895409
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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\BF080116\

BF089522.D

1 Aug 2016 20:56

UM/SsJ

H4251-04

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000
1200000
1000000
8000004L.66
600000
400000

200000

TIC: BF089522.D

5.04

4.56

6.63

6.24 705

OH——
Time-->

4.50 5.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000
7.

7.76

TIC: BF089522.D

10.30

9.02 9.24 11.54

824 862

12.56

12.32

Q15
Time-->

10.50 11.00 11.50

8.50

9.50

10.00

o
8.00

9.00

12.00 12.50

13.00

Abundance

1400000

1200000

1000000

800000

600000

400000

20000059

TIC: BF089522.D

14.93

O
Time-->

16.50 17.00 17.50

14.00 14.50

15.00 15.50 16.00

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089522.D

Aca On : 1 Aug 2016 20:56

Operator : UM/SJ

Sample : H4251-04

Misc :

ALS Vial : 17 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.56 8.26 ng 106020 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 260 (4.558 min): BF089522.D (-257) (-) m/z 43.05 100.00%
a3
59
5000
101
| 83 420 4.40 4.60 4.80
o S . N m/z 59.10 64.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A L UL L
420 4.40 4.60 4.80
59 m/z 101.10 24.66%
7 “ g3 o 101
0"'v"w'”wﬂ§§ﬁw‘“?}“'|“§?v"w“'“?}“*”“"v"w"“l'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
420 440 460 480
5000 m/z 58.10 16.02%
101
15 58
0 28 69 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R AR
59 420 4.40 4.60 4.80
m/z 41.10 10.37%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089522.D

Aca On : 1 Aug 2016 20:56

Operator : UM/SJ

Sample : H4251-04

Misc :

ALS Vial : 17 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 unknown6.24 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.24 71.48 ng 917418 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 407 (6.239 min): BF089522.D (-405) (-) m/z 132.00 100.00%

132
5000

6.00 6.20 640 660
01 m/z 68.10 53.27%

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 e
6.00 6.20 6.40 6.60

51 78 m/z 66.10 34.38%

31 49
0 ‘ 1 H 1N 1
R B e L o e e o R S RARRREsansma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
—v—v—v—v—rv—v—éj—

6.00 6.20 6.40 6.60
5000 97 m/z 134.00 31.36%

70
o 7 g6 105 116

wwwwmwwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14503: 1H-Benzimidazole, 2-methyl-  BAREE E e
132 6.00 6.20 6.40 6.60

m/z 69.10 21.67%

5000
63 90 104
- Nl A A - SR N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

31 445 60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089522.D

Aca On : 1 Aug 2016 20:56

Operator : UM/SJ

Sample : H4251-04

Misc :

ALS Vial : 17 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 5 Benzene, 1,2-diethyl- Concentration Rank 6

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

6.81 2.36 ng 30292 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 94
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 91
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 72
5 1,4-Cyclohexadiene, 3-ethenyl-1,... 134 C10H14 062338-57-2 72

Abundance Scan 457 (6.810 min): BF089522.D (-455) (-) m/z 119.10 100.00%
105 119
5000 134
91
41 "
55 69 15 6.40 6.60 6.80 7.00 7.20
o} m/z 105.00 83.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14842: Benzene, 1,2-diethyl-
105 119
5000 134
o1 6.40 6.60 6.80 7.00 7.20
77 m/z 134.10 44 _93%
15 27 39 51 65
0”P”W””P”“M”w“WM”P”M“”N”W”LPHJ””PMW””P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105 119
6.40 6.60 6.80 7.00 7.20
5000 134 m/z 91.00 33.40%
91
77

27 41 51 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14844: Benzene, 1,3-diethyl-

6.40 6.60 6.80 7.00 7.20
m/z 117.00 18.46%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089522.D

Aca On : 1 Aug 2016 20:56

Operator : UM/SJ

Sample : H4251-04

Misc :

ALS Vial : 17 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 6 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 5

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

7.18 3.19 ng 54607 Naphthalene-d8 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 83
2 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 64
3 1H-Indole. 1-methvl- 131 C9HON 000603-76-9 53
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 50
5 Cyclopropane, 2-bromo-1-methyl-1... 210 C10H11Br 055091-64-0 42

Abundance Scan 489 (7.176 min): BF089522.D (-486) (-) m/z 131.10 100.00%
31
5000
95
115 146
39 51 67 77 | | 6.80 7.00 7.20 7.40 7.60
Obrrrprrrrprrrr e et e e etk | M/ 95.10  28.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
6.80 7.00 7.20 7.40 7.60
o1 146 m/z 91.00 23 .53%
L 15 2 % 5L et g5 103 g |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
6.80 7.00 7.20 7.40 7.60
5000 m/z 115.00 15.25%
146
91
27 39 51 64 77 103 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13986: 1H-Indole, 1-methyl-
131 6.80 7.00 7.20 7.40 7.60
m/z 132.10 12.98%
5000

3 51 63 T ﬁg 105 116
| | ! | |

Ot e e e e e L L e e e EEmme

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089522.D

Aca On : 1 Aug 2016 20:56

Operator : UM/SJ

Sample : H4251-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 unknown8.24 Concentration Rank 7

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

8.24 2.02 ng 34567 Naphthalene-d8 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (ethenvlthio)- 136 C8H8S 001822-73-7 43
2 4-Hvdroxv-2-methylbenzaldehvde 136 C8H802 041438-18-0 43
3 Benzolblthiophene. 2.3-dihvdro- 136 C8H8S 004565-32-6 43
4 3-Hvdroxv-4-methvlbenzaldehyde 136 C8H802 057295-30-4 43
5 4-Pyridinamine, N,N,2-trimethyl- 136 C8H12N2 037941-24-5 43

Abundance Scan 582 (8.239 min): BF089522.D (-576) (-) m/z 135.00 100.00%
135
5000 o1
67 109 NI\
77 147 R RS
41 53 162 8.00 8.0 8.0 8.60
o} m/z 136.00 80.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16362: Benzene, (ethenylthio)-
135
91
5000
8.00 820 8.40 8.60
m/z 91.00 48 .68%

o

51 77
27 39 & 109 199 |
SRS MR TR W PO S B S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
135

8.00 8.20 8.40 8.60

5000 107 m/z 131.10 46.38%
i
18 27 39 51 63 89 99 121
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16364: Benzo[b]thiophene, 2,3-dihydro-
135 8.00 8.20 8.40 8.60
m/z 133.00 33.44%
5000 91
oz P T | e 12
T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080116\
Data File : BF089522.D

Acq On : 1 Aug 2016 20:56

Operator : UM/SJ

Sample : H4251-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
Quant Title : 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... 4.56 8.3 ng 106020 1 6.48 256697 20.0
unknown6 .24 6.24 71.5 ng 917418 1 6.48 256697 20.0
Benzene, 1,2-diet... 6.81 2.4 ng 30292 1 6.48 256697 20.0
1H-Indene, 2,3-di... 7.18 3.2 ng 54607 2 7.76 341882 20.0
unknown8.24 8.24 2.0 ng 34567 2 7.76 341882 20.0
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