LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085939.D

Acq On : 31 Mar 2016 20:48

Operator : UM/SJ

Sample : H1976-06

Misc :

ALS Vial : 18 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-BF032416_.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 5.384 269 271 273 rBvV 1783911 1862485 51.43% 7.975%
2 6.424 360 362 371 rBV 1374808 1259485 34.78% 5.393%
3 6.561 371 374 376 rBV 2200626 2869755 79.24% 12.289%
4 6.790 391 394 396 rBVY 642701 646717 17.86% 2.769%
5 6.939 405 407 410 rBV 1868435 2369172 65.42% 10.145%
6 7.362 441 444 446 rBV 1772141 2106509 58.17% 9.020%
7 8.070 504 506 509 rBVY 909491 867096 23.94% 3.713%
8 9.156 598 601 603 rBvY 3571264 3621433 100.00% 15.508%
9 9.830 657 660 662 rBY 920950 886005 24.47% 3.794%
10 10.253 694 697 699 rBV 61748 77181 2.13% 0.331%

11 10.619 726 729 731 rBV 2078616 2000626 55.24% 8.567%
12 10.733 737 739 741 rBV 152662 146946 4._.06% 0.629%
13 11.305 787 789 792 rBV2 660055 823165 22.73% 3.525%
14 11.842 834 836 838 rBvV 30317 43773 1.21% 0.187%
15 12.631 903 905 911 rBV 43438 84696 2.34% 0.363%

16 12.893 926 928 931 rBV 2324700 2588289 71.47% 11.083%
17 13.945 1018 1020 1023 rVB 555973 544482 15.03% 2.332%
18 15.362 1141 1144 1147 rVB 474034 554921 15.32% 2.376%

Sum of corrected areas: 23352736
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF033116\
BF085939.D

31 Mar 2016 20:48

UmM/sJ

H1976-06

18 Sample Multiplier: 1

> Z:\HPCHEM1\BNA_F\METHODS\8270-
- ASP BNA STANDARDS FOR 5 POINT
- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

BF032416.M
CALIBRATION

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF085939.D

5.38

6.56

6.94

6.79

7.

36

Oy

Time--> 2.50 3.00 3.50 4.00 4.50

I T
5.00 5.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000407

500000

05—

9.83

TIC: BF085939.D

10.62

11.30

10.73

11.

84

12.89

12634J

Time-->

1
8.50 9.00 9.50 10.00 10.50

11.00 11.50

12.00

12.50

13.00

13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

13.95
500000

15.36

S

0

TIC: BF085939.D

T
Time--> 14.00 14.50 15.00 15.50 16.00

16.50 17.00

17.50

18.00

18.50

19.00

8270-BF032416.

M Sat Apr 02 02:31:00 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085939.D

Acq On : 31 Mar 2016 20:48

Operator : UM/SJ

Sample : H1976-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.56 Concentration Rank 1

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

6.56 88.75 ng 2869760 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 374 (6.561 min): BF085939.D (-371) (-) m/z 132.10 100.00%
5000
68
6 TTrrrTyTrTT T T T T T T
40 54 ‘ 75 104 6.20 6.40 6.60 6.80
o....,....;-:..“ﬁ....,‘?l.',..'..,..5.‘?,..!.,....,.1.1?.,....,-'...,.. m/z 134.10  34.05%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR SR R
6.20 6.40 6.60 6.80
2 78 m/z 68.10 31.13%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 660 680
5000 67 m/z 66.10 19.47%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine T A. T
132 6.20 6.40 6.60 6.80
m/z 96.10 13.94%
5000
33 44 g7 105
0 St P s ‘
m/z--> 30 40 5'0 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80

8270-BF032416.M Sat Apr 02 02:31:00 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085939.D

Acq On : 31 Mar 2016 20:48

Operator : UM/SJ

Sample : H1976-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 Benzenesulfonamide, N,4-dim... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.73 3.57 ng 146946 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO02S 000640-61-9 95
2 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 64
3 Benzenesulfonamide, N,4-dimethyl... 214 C8H10N203S 000080-11-5 53
4 4-Toluenesulfonylmethylisocyanide 195 C9HONO2S 036635-61-7 47
5 (O-p-Tosylisonitroso)malononitrile 249 C10H7N303S 020893-01-0 47
Abundance Scan 739 (10.733 min): BF085939.D (-737) (-) m/z 91.05 100.00%
o
5000
65 155 185 AU AR
95 | 7 | 108 2 10.40 10.60 10.80 11.00
L R | w...JL.”,..” e I m/z 185.10 23.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46291: Benzenesulfonamide, N,4-dimethyl-
91
5000 AU SRR
10,40 10.60 10.80 11.00
30 65 155 185 m/z 155.00 22.78%
121
0 15 ‘ ‘\ ?1 \‘ o | 108 \‘ 139 ‘ ‘
m/z--> 20 40 60 80 160 120 140 160 180 200 220
Abundance
91
AR SRR RS
10.40 10.60 10.80 11.00
5000 185 m/z 65.10 22._76%
155
65
30
o 51 77 108 121 139
mz-> 20 40 60 80 100 120 140 160 180 200 220 ) A
Abundance #65944: Benzenesulfonamide, N,4-dimethyl-N-nitroso- s e R m
o 10.40 10.60 10.80 11.00
m/z 92.10 18.56%
5000
155
o 30 ‘\ 54 ﬂ 77 | 107120 139 168 185 199 214
m/z--> 20 40 60 80 160 120 140 160 180 200 220 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085939.D

Acq On : 31 Mar 2016 20:48

Operator : UM/SJ

Sample : H1976-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Dodecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.63 3.11 ng 84696 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 78
2 Tridecanoic acid 214 C13H2602 000638-53-9 50
3 Tetradecanoic acid 228 C14H2802 000544-63-8 47
4 Undecanoic acid 186 C11H2202 000112-37-8 45
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38

Abundance Scan 905 (12.631 min): BF085939.D (-903) (-) m/z 43.10 100.00%

7

2l

5000
241

284 12.40 12.60 12.80 13.00

205 227

o} m/z 73.00 99.14%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56048: Dodecanoic acid
73
129
43 5 200
5000 157 L O B
115 12.40 12.60 12.80 13.00
7101
‘ T ‘ 143 | o, m/z 60.10 86.16%
ok ..“.P...”,”.w.”...“”.F?ﬁ..”...” S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
RS B e
43 57 12.40 12.60 12.80 13.00
5000 2 129 m/z 57.10 80.36%
g7 115 =h 214
101 143157 @ 185
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid R AR RRRES T
73 12.40 12.60 12.80 13.00
43 m/z 55.10 73.64%
5
5000 129 V\NJAAerKJPAA\V“mﬂkf\fﬂf/x
185 228
(A et | asossrin | g
0, ..uw.” T T e RS B e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085939.D

Acq On : 31 Mar 2016 20:48

Operator : UM/SJ

Sample : H1976-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .56 6.56 88.8 ng 2869760 1 6.79 646717 20.0
Benzenesulfonamid... 10.73 3.6 ng 146946 4 11.30 823165 20.0
Dodecanoic acid 12.63 3.1 ng 84696 5 13.95 544482 20.0
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