LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089520.D

Aca On : 1 Aug 2016 19:56

Operator : UM/SJ

Sample : H4251-02

Misc :

ALS Vial : 15 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 62 rvB 669419 1709798 100.00% 16.962%
2 4 _.559 258 260 268 rBV 53297 90834 5.31% 0.901%
3 5.039 301 302 325 rBVY5 319254 496859 29.06% 4.929%
4 6.136 396 398 405 rBV 237049 303378 17.74% 3.010%
5 6.239 405 407 423 rVB 708178 937416 54.83% 9.300%
6 6.479 426 428 439 rBV 175358 200734 11.74% 1.991%
7 6.627 439 441 444 rBV 761762 847093 49.54% 8.404%
8 7.050 476 478 504 rBV 598469 729062 42.64% 7.233%
9 7.759 538 540 552 rBV 218811 299776 17 .53% 2.974%
10 8.159 573 575 583 rBB 34824 51671 3.02% 0.513%
11 8.719 622 624 632 rBB 31368 37140 2.17% 0.368%
12 8.845 632 635 637 rBY 1567233 1439410 84.19% 14.280%
13 9.245 668 670 675 rVB 50213 43754 2.56% 0.434%

14 9.508 691 693 695 rBv 352066 337793 19.76% 3.351%
15 10.296 759 762 764 rBV 607448 752049 43.98% 7.461%

16 10.982 819 822 824 rBV 214871 299715 17.53% 2.973%
17 11.531 869 870 875 rBB 12059 17984 1.05% 0.178%
18 12.559 958 960 963 rBV 1128568 1091118 63.82% 10.825%
19 13.600 1048 1051 1060 rBV 140563 211877 12.39%% 2.102%
20 14.925 1165 1167 1174 rBV 141456 182459 10.67% 1.810%

Sum of corrected areas: 10079920
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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\

BF089520.D

1 Aug 2016 19:56

UM/SsJ

H4251-02

15 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089520.D

Aca On : 1 Aug 2016 19:56

Operator : UM/SJ

Sample : H4251-02

Misc :

ALS Vial : 15 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.

456 9.05ng 90834  1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 CGH1202 000123-42-2 56

001116-98-9 23
000930-56-3 9

2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2
3 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100

4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 260 (4.559 min): BF089520.D (-258) (-) m/z 43.05 100.00%

43
59
5000
101 IIIIIIIIIIIIIIIIIIII
| 83 420 4.40 4.60 4.80
o 1 S N NS N — m/z 59.10  65.15%
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 LI LI L L L L L L LN B
420 4.40 4.60 4.80
59 m/z 101.10 23.99%
101
0 27 36, 51, ‘ 67 76 83 o1
e T e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
B AAREREE B
420 4.40 4.60 4.80
5000 a1 m/z 58.10 16.11%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)- R e B
43 420 4.40 4.60 4.80
55 m/z 41.10 11.12%
5000
27 83
15
\‘\ I ‘\\ \“\\ 65 98
Obrr ettt e e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089520.D

Aca On : 1 Aug 2016 19:56

Operator : UM/SJ

Sample : H4251-02

Misc :

ALS Vial : 15 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 93.40 ng 937416 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 407 (6.239 min): BF089520.D (-405) (-) m/z 132.00 100.00%

132
5000
_'_'_'_'—r'_'_'_'—r

6.00 6.20 6.40 6.60
m/z 68.10 52.28%

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

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 RN LR

6.00 6.20 6.40 6.60

31 70 m/z 66.10 34.42%
60
. C s 7T g5 | 105 116
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 R s o R Ean
104 6.00 6.20 6.40 6.60
5000 m/z 134.00 31.53%
78
31 4 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- —
132 6.00 6.20 6.40 6.60

m/z 69.10 21.47%

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089520.D

Aca On : 1 Aug 2016 19:56

Operator : UM/SJ

Sample : H4251-02

Misc :

ALS Vial : 15 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 Nonanoic acid Concentration Rank 5

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

8.16 3.45 ng 51671 Naphthalene-d8 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Octanoic acid 144 C8H1602 000124-07-2 53
3 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 50
4 Hexanoic acid 116 C6H1202 000142-62-1 50
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 43

Abundance Scan 575 (8.159 min): BF089520.D (-573) (-) m/z 60.00 100.00%
60
41
5000
g7 115 RS A UL R
l | | 7.80 8.00 8.20 8.40
ol L m/z 73.00 90.60%
m/z--> 50 100 150 200 250 300 350
Abundance #30180: Nonanoic acid
60
41
5000 RS RARSE RS RS
7.80 8.00 8.20 8.40
H a7 115 m/z 57.10 56.01%
0}5.“.“lul”“ “‘l“.”.““i‘.‘...?-5.8...|.... ————
m/z--> 50 100 150 200 250 300 350
Abundance
60
780 8.00 8.20 840
5000 a1 m/z 41.10 55.07%
101
oL15 83 129
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance #102674: Octanoic acid, silver(1+) salt R e R o
60 7.80 8.00 8.20 8.40
m/z 55.10 47 .66%
127
5000
4
( o5
IR 0 0 0 S <IN 7 . .] e N
m/z--> 50 100 150 200 250 300 350 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080116\
Data File : BF089520.D

Acq On : 1 Aug 2016 19:56

Operator : UM/SJ

Sample - H4251-02

Misc :

ALS Vial : 15 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.56 9.1 ng 90834 1 6.48 200734 20.0
unknown6 .24 6.24 93.4 ng 937416 1 6.48 200734 20.0
Nonanoic acid 8.16 3.5 ng 51671 2 7.76 299776 20.0
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