LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084441.D

Aca On : 13 Jan 2016 6:06

Operator : SJ/UM

Sample : H1078-18

Misc :

ALS Vial : 28 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-BF123115.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 5.013 254 256 266 rVB 610586 818270 10.26% 1.507%
2 5.447 292 294 297 rBVY 3780286 3459800 43.40% 6.370%
3 6.476 382 384 387 rBVY 1726177 2130977 26.73% 3.924%
4 6.613 393 396 398 rBVY 6669226 6057493 75.98% 11.153%
5 6.841 413 416 418 rBV 1925856 1599234 20.06% 2.945%

7.001 427 430 432 rBV 6076789 6143311 77.06% 11.311%
7.413 463 466 468 rBV 4274593 5358247 67.21% 9.866%
8.122 526 528 531 rBV 1620278 1981524 24 .85% 3.648%
9.207 620 623 625 rBV 8362402 7972398 100.00% 14.679%
9.596 655 657 659 rBvV 69836 83727 1.05% 0.154%

=
QO ~NO®

11 9.813 674 676 679 rBvV 107031 108783 1.36% 0.200%
12 9.882 679 682 684 rBVY 2606708 2272267 28.50% 4.184%
13 10.316 717 720 722 rBV 160282 152195 1.91% 0.280%
14 10.670 748 751 754 rBV 4534065 4500582 56.45% 8.287%
15 10.785 760 761 763 rBV 84546 120040 1.51% 0.221%

16 10.819 763 764 769 rvVB 94806 85224 1.07% 0.157%
17 11.368 809 812 814 rBV 2201010 2066977 25.93% 3.806%
18 11.939 860 862 865 rBvV 127583 133852 1.68% 0.246%
19 12.773 934 935 938 rBV 62065 85543 1.07% 0.158%
20 12.956 948 951 953 rBV 6590932 6498032 81.51% 11.964%

21 13.996 1040 1042 1045 rBV 1320479 1409159 17.68% 2.595%
22 15.425 1164 1167 1170 rBV 1065350 1274352 15.98% 2.346%

Sum of corrected areas: 54311987
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084441.D

Aca On : 13 Jan 2016 6:06

Operator : SJ/UM

Sample : H1078-18

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084441.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084441.D

Aca On : 13 Jan 2016 6:06

Operator : SJ/UM

Sample : H1078-18

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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.

5.01 10.23 ng 818270 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 256 (5.013 min): BF084441.D (-254) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 I R R L I
4.60 4.80 5.00 5.20 5.40
O SLOLNL e01 831 | 75510 56. 68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL UL LI R
460 480 500 520 5.40
59.0 1010 m/z 101.10 15.83%
0 WO%mu‘mo‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 540
5000 m/z 58.10 15.31%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T A REmaE EEAL SR
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.83%
5000 41.0
31.0
69.0 870
0 15.0 M 11| mmﬂ‘ 98.0
mz> 10 20 %0 40 50 60 70 80 90 100 110 | 460 480 800 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084441.D

Aca On : 13 Jan 2016 6:06

Operator : SJ/UM

Sample : H1078-18

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
Quant Title : 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 2 unknown6.61 Concentration Rank 2

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

6.61 75.75 ng 6057490 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 396 (6.613 min): BF084441.D (-393) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 541 %1 J 620 640 6.60 6.80 7.00
0 BTR3NS — m/z 68.10 44.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RIS I L UL R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 34.60%
0 ‘ L1 H 1L ‘ 1
L L N S U SN BN S SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 980 1160 m/z 66.10 29.01%
158.0 189.0
e L L N L L UL B B WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13917: Benzene, 1,2,4-trifluoro- e e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.80%
5000 630 810
T RN
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011216\
Data File : BF084441.D

Acq On : 13 Jan 2016 6:06

Operator : SJ/UM

Sample : H1078-18

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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... 5.01 10.2 ng 818270 1 6.84 1599230 20.0
unknown6 .61 6.61 75.8 ng 6057490 1 6.84 1599230 20.0
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