LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078730.D

Aca On : 22 Apr 2015 22:40

Operator : TP/1Z

Sample = PB82930BL

Misc :

ALS Vial : 13 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-BF040115.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 1.404 18 19 25 rBv 309877 560441 44.92% 6.796%
2 1.496 25 27 60 rvB 635425 1247638 100.00% 15.128%
3 3.290 183 184 192 rBvV 54458 88653 7.11% 1.075%
4 3.804 226 229 239 rBV 489409 608721 48.79% 7.381%
5 5.290 356 359 368 rBV 504624 614402 49.25% 7 .450%

5.416 368 370 373 rBV 434056 634602 50.86% 7.695%
5.782 400 402 406 rVB 102864 137958 11.06% 1.673%
417848 492712 39.49% 5.974%
6.719 482 484 487 rBV 248089 368206 29.51% 4._465%
7.942 589 591 594 rBvV 142199 190113 15.24% 2.305%
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11 9.954 764 767 770 rBV 513642 780626 62.57% 9.465%
12 11.131 867 870 873 rBvV 175596 230722 18.49% 2.798%
13 12.605 996 999 1002 rBV 310214 465500 37.31% 5.644%
14 13.862 1106 1109 1112 rBV 188343 241985 19.40% 2.934%
15 16.400 1328 1331 1334 rBV 918161 1012252 81.13% 12.274%

16 17.737 1445 1448 1451 rBV 243352 284202 22.78% 3.446%
17 19.417 1592 1595 1598 rBV 222355 288479 23.12% 3.498%

Sum of corrected areas: 8247212
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078730.D

Aca On : 22 Apr 2015 22:40

Operator : TP/1Z

Sample = PB82930BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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: BF078730.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078730.D

Aca On : 22 Apr 2015 22:40

Operator : TP/1Z

Sample = PB82930BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

3.29 12.85 ng 88653 1,4-Dichlorobenzene-d4 5.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 37
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 184 (3.290 min): BF078730.D (-183) (-) m/z 43.05 100.00%
a3
59
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101 NN AR AR
49 | 83 | 3.00 3.20 3.40 3.60
S ——re L P« KNP | S M E— m/z 59.10 57.25%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL S L L
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59 m/z 101.00 18.17%
21 37 | 53‘\‘ 67 77 83 o1 ‘1?1
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Abundance
59
a 300 320 3.40 3.60
5000 m/z 58.10 16.86%
86
51 69 101
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Abundance #8114: 3-Hexanol, 4-methyl- e
59 3.00 3.20 3.40 3.60
m/z 41.10 10.04%
5000 41
31
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m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042215\
Data File : BF078730.D

Aca On : 22 Apr 2015 22:40

Operator : TP/1Z

Sample = PB82930BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 4 unknown5.42 Concentration Rank 2

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

5.42 92.00 ng 634602 1,4-Dichlorobenzene-d4 5.78
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 370 (5.416 min): BFO78730.D (-368) (-) m/z 132.00 100.00%
5000 68
500 520 540 5.60 5.80
m/z 68.10 42 .83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 IR R UL UL
5.00 520 5.40 5.60 5.80
0
3638 iT 78 m/z 134.00 31.65%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
500 520 540 5.60 5.80
5000 m/z 66.10 27 .35%
104
66
14 27 37 44 51 5 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e e
132 5.00 520 5.40 5.60 5.80
m/z 69.10 16.93%
117
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39 91
51 g5 ‘
27 105
"|“"|”'“|'“'F"“ib'?ﬁ'u"w"h ?ﬂ"*'gﬁ'“' v'll ;?ﬁ‘h'“ N IR R IR UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 520 5.40 5.60 5.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042215\
Data File : BF078730.D

Acq On 22 Apr 2015 22:40

Operator : TP/1Z

Sample - PB82930BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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... 3.29 12.9 ng 88653 1 5.78 137958 20.0
unknown5 .42 5.42 92.0 ng 634602 1 5.78 137958 20.0
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