LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\

Data File : BF081866.D

Aca On : 29 Sep 2015 5:02 Instrument :
Operator : UM/1Z BNA_F

Sample  : G3717-05 Al
Misc i LIP-12-9-16-15
ALS Vial : 26 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-BF092815.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 5.109 257 260 273 rVB 354715 445129 10.94% 1.686%
2 5.520 293 296 316 rBVY 1096793 1435429 35.28% 5.439%
3 6.549 384 386 396 rBV 594493 900380 22.13% 3.411%
4 6.697 396 399 401 rBVY 2547515 2684115 65.96% 10.169%
5 6.937 417 420 429 rVB 382829 658656 16.19% 2.495%

7.086 431 433 448 rVB 2537536 2743793 67.43% 10.396%
7.497 466 469 483 rBV 1605731 2215617 54.45% 8.394%
705222 911943 22.41% 3.455%
9.303 624 627 629 rBV 3149571 4069023 100.00% 15.417%
9.978 683 686 693 rBvV 993142 1054286 25.91% 3.994%
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11 10.766 752 755 763 rBV 2148593 2592681 63.72% 9.823%
12 11.463 814 816 828 rVB 937881 1077805 26.49% 4.084%
13 11.989 859 862 866 rBv4 43860 86377 2.12% 0.327%
14 12.869 937 939 944 rBV2 77383 91052 2.24% 0.345%
15 13.052 952 955 958 rBV 3009160 3670733 90.21% 13.908%

16 13.578 999 1001 1003 rVB 46000 47986 1.18% 0.182%
17 14.104 1045 1047 1050 rBV 789281 943571 23.19% 3.575%
18 15.578 1173 1176 1188 rVB 514868 765207 18.81% 2.899%

Sum of corrected areas: 26393783
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081866.D

Aca On : 29 Sep 2015 5:02

Operator : UM/I1Z

Sample : G3717-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF081866.D

6.70  7.09

7.50

5.52

6.55

511 6.94

8.22
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Time-->

4.00 4.50 5.00 5.50

6.00 6.50

7.00 7.50

8.00 8.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF081866.D
13,05

10.77

9.98 11.46

14.10

11.99 12.87 13.58

Time-->

0

10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00

10.00

9.00 9.50
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3000000

2500000

2000000

1500000
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081866.D

Aca On : 29 Sep 2015 5:02

Operator : UM/I1Z

Sample : G3717-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.11 13.52 ng 445129 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 260 (5.109 min): BF081866.D (-257) (-) m/z 43.10 100.00%

43.1
59.1
5000

101.1 L L B
| 83.1 | 480 5.00 5.20 5.40
S RESRSIY T FRNERSSSSA | FRSSSESMBScs SnfS NS m/z 59.10 60.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L LB LN L |
480 5.00 5.20 5.40
59.0 m/z 101.10 17-99%
101.0
0 270 | 510 ‘ 6900 830910 ]
T T T T T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R o e R RS
570 4.80 5.00 520 5.40
5000 m/z 58.10 16.91%
20.0 101.0
15.0 73.0 83.0
Ol T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 480 5.00 5.20 5.40

m/z 41.10 8.73%

5000 41.0
31.0
69.0 87.0
0 15.0 \ mow‘ \ 98.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081866.D

Aca On : 29 Sep 2015 5:02

Operator : UM/I1Z

Sample : G3717-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown6.70 Concentration Rank 2

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

6.70 81.50 ng 2684120 1,4-Dichlorobenzene-d4 6.94
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 399 (6.697 min): BF081866.D (-396) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1
40.1 540 ‘ 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'...,:!..,.:.-.|,..':~.,f.‘?.9,..!.,.':..,1.1.“?9,...., I m/z 68.10 39.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.30%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.10 26.48%
104.0
ol 140 27.0 390 5.0 660 770 g9, 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro-
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.39%
5000
63.0 81.0
31.0 50.0 ‘ 101.0112.0
0 S S — |||‘| l::: ”\” ”” SR E— |‘||| S T
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 110 150 150 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
Data File : BF081866.D

Acq On : 29 Sep 2015 5:02

Operator : UM/1Z

Sample : G3717-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.11 13.5 ng 445129 1 6.94 658656 20.0
unknown6.70 6.70 81.5 ng 2684120 1 6.94 658656 20.0
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