LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088352.D

Acq On : 25 Jun 2016 1:11

Operator : UM/SJ

Sample - H3607-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total
1 1.713 10 11 29 rvB 581671 1127269 42.56% 6.230%
2 4.090 217 219 225 rVB 16604 27696 1.05% 0.153%
3 4_707 271 273 283 rBY 45518 71263 2.69% 0.394%
4 5.176 312 314 330 rBY 710887 1061417 40.07% 5.866%
5 6.250 405 408 415 rBV 540773 677047 25.56% 3.742%
6 6.353 415 417 430 rVB 1590970 1786205 67.43% 9.872%
7 6.582 435 437 443 rBVY 514559 539996 20.39% 2.985%
8 6.742 449 451 453 rBV 1791007 1898863 71.68% 10.495%
9 7.165 485 488 490 rBV 1240335 1519536 57.36% 8.398%
10 7.873 547 550 552 rBVY 584407 681212 25.72% 3.765%
11 8.948 641 644 647 rBV 2068890 2648969 100.00% 14.641%
12 9.348 677 679 683 rBV 52864 49613 1.87% 0.274%
13 9.611 700 702 705 rBY 630054 745168 28.13% 4.118%
14 10.056 739 741 743 rVB2 38094 35582 1.34% 0.197%
15 10.285 757 761 764 rBV 21499 43094 1.63% 0.238%
16 10.411 769 772 774 rBV2 857765 1230750 46.46% 6.802%
17 10.491 777 779 781 rVV 39312 73997 2.79% 0.409%
18 10.525 781 782 785 rVvv 45199 54139 2.04% 0.299%
19 10.582 785 787 789 rVB 56952 56440 2.13% 0.312%
20 11.085 829 831 834 rBV 423155 600231 22.66% 3.317%
21 11.702 882 885 887 rvB 81289 98093 3.70% 0.542%
22 12.674 967 970 973 rBV 1701106 1830932 69.12% 10.119%
23 13.531 1044 1045 1047 rVB 23295 29300 1.11% 0.162%
24 13.577 1047 1049 1054 rVB3 18547 35726 1.35% 0.197%
25 13.714 1059 1061 1064 rBV 572980 621366 23.46% 3.434%
26 14.217 1102 1105 1108 rBvV4 8623 27515 1.04% 0.152%
27 14.491 1126 1129 1133 rBV6 12108 39255 1.48% 0.217%

28 15.074 1177 1180 1185 rVB 371072 482658 18.22% 2.668%

Sum of corrected areas: 18093332
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF062416\

BF088352.D

25 Jun 2016 1:11

UmM/sJ

H3607-02

22 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\BF062416\
Data File : BF088352.D

Acq On : 25 Jun 2016 1:11

Operator : UM/SJ

Sample - H3607-02

Misc :

ALS Vial : 22 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

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 5

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

4.71 2.64 ng 71263 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9
4 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 273 (4.707 min): BF088352.D (-271) (-) m/z 43.05 100.00%
43
59
5000
101 U I L L I
| a3 4.40 4.60 4.80 5.00
N B L m/z 59.10 66 .73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS RN L AR A
59 440 460 480 500
m/z 101.10 24 _.68%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500
5000 m/z 58.10 17.21%
55
21 37, 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- LI L L B L L B |
59 4.40 4.60 4.80 5.00
m/z 41.10 9.79%
41
5000
86
‘ | 51 i 1y ?\9 ‘ 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088352.D

Acq On : 25 Jun 2016 1:11

Operator : UM/SJ

Sample - H3607-02

Misc :

ALS Vial : 22 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

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 unknown6.35 Concentration Rank 2

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

6.35 66.16 ng 1786210 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 417 (6.353 min): BF088352.D (-415) (-) m/z 132.00 100.00%
132
5000 68
6
40 54 | 75 104 ‘ 6.00 6.20 6.40 6.60
et S P BRI e e | 5 Wl m/z 68.10  40.01%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 g 51 78 m/z 134.00 32.97%
"”IM”WIﬁf'M"W"JI'”'I”"P"W"”I'”'I”'W T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60
5000 m/z 66.10 25.76%
33 44 g7 105
51 60 1078 g 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132 6.00 6.20 6.40 6.60
m/z 69.10 16.54%
97
5000
70
31
R A T T | \ J
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088352.D

Acq On : 25 Jun 2016 1:11

Operator : UM/SJ

Sample - H3607-02

Misc :

ALS Vial : 22 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

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 Benzenesulfonamide, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.49 2.47 ng 73997 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide, 4-methyl- 171 C7HONO2S 000070-55-3 96
2 Benzenemethanesulfonamide 171 C7HONO2S 004563-33-1 47
3 4-Toluenesulfonylmethyl isocyanide 195 C9H9NO2S 036635-61-7 43
4 Methane, dichloro-di(4-methylphe... 392 C15H14C1204S2 018087-01-9 43
5 2-Pentenenitrile, 3-methyl-5-phe... 171 C12H13N 093893-89-1 38
Abundance Scan 779 (10.491 min): BF088352.D (-777) (-) m/z 91.00 100.00%
g1
5000 155 171
65 107 NN A
39 g5 ‘ 77 \u 10.20 10.40 10.60 10.80
S OSSN PR | N WS M E— m/z 171.00 45.38%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #39309: Benzenesulfonamide, 4-methyl-
91
JA\
5000 SRR BSUREN SUNRR B
- 155 171 10.20 10.40 10.60 10.80
107 m/z 155.00 38.42%
27 ¥S1 | T a1 ||
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
91
10,20 10.40 10,60 10.80
5000 m/z 65.00 28.71%
65
39 51 80 107 171
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #57504: 4-Toluenesulfonylmethyl isocyanide e e e
g1 10.20 10.40 10.60 10.80
m/z 107.10 24 _.52%
5000 155
65
131
41 ?1 JJL 7 g 103 121 [ 140 | 177 195
miz-> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088352.D

Acq On : 25 Jun 2016 1:11

Operator : UM/SJ

Sample - H3607-02

Misc :

ALS Vial : 22 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

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 Benzoic acid, 3-amino-2,5-d... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.70 3.27 ng 98093 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid, 3-amino-2,5-dichloro- 205 C7H5CI2NO2 000133-90-4 64
2 7-Chloro-2,3-dihydrofuro(2,3-b)q... 205 C11H8CINO 064124-91-0 43
3 5-Chloro-2,3-dihydrofuro(2,3-b)q... 205 C11H8CINO 064124-92-1 38
4 2.,4,6-Trichlorobenzonitrile 205 C7H2CI3N 006575-05-9 36
5 N-(1-Methyl-3-oxobutylidene)-4-m... 205 C12H15NO2 020010-38-2 35

Abundance Scan 885 (11.702 min): BF088352.D (-882) (- m/z 205.00 100.00%

2

5000

11.40 11.60 11.80 12.00
m/z 207.00 96.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65363: Benzoic acid, 3-amino-2,5-dichloro-

11,40 11.60 11.80 12.00
m/z 42.10 19.55%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
205
R
11.40 11.60 11.80 12.00
5000 140 m/z 190.00 18.28%
175
2739 57 /0 84 102115153 153 | 1gg
L B LA B A B e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65096: 5-Chloro-2,3-dihydrofuro(2,3-b)quinoline R e R ma
205 11.40 11.60 11.80 12.00
m/z 206.00 17.63%
5000 140
175
70
27 39 57 ' 84 102115159 1153 \“188
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11. 60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088352.D

Acq On : 25 Jun 2016 1:11

Operator : UM/SJ

Sample - H3607-02

Misc :

ALS Vial : 22 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... 4.71 2.6 ng 71263 1 6.58 539996 20.0
unknown6 .35 6.35 66.2 ng 1786210 1 6.58 539996 20.0
Benzenesulfonamid... 10.49 2.5 ng 73997 4 11.10 600231 20.0
Benzoic acid, 3-a... 11.70 3.3 ng 98093 4 11.10 600231 20.0
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