LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012016\
Data File : BF084568.D

Aca On : 20 Jan 2016 16:54

Operator : SJ/UM

Sample : PB87882BL

Misc :

ALS Vial : 7 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 3.676 135 139 143 rVB 122969 189332 2.89% 0.332%
2 4.281 189 192 203 rBv 225712 298370 4 _.56% 0.524%
3 4.956 248 251 254 rBV 2446679 4294206 65.65% 7 .539%
4 5.390 286 289 291 rBY 5236614 5620671 85.93% 9.867%
5 5.779 321 323 326 rBV 205280 231673 3.54% 0.407%

6.430 377 380 382 rBV 4399199 5737236 87.72% 10.072%
6.544 388 390 393 rBV 4308906 5141366 78.61% 9.026%
6.773 408 410 413 rBV 1213620 1311171 20.05% 2.302%
4601396 3994045 61.06% 7.012%
7.345 457 460 462 rBV 3355887 3257984 49.81% 5.720%
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11 8.065 520 523 525 rBV 2063241 1867612 28.55% 3.279%
12 9.150 615 618 620 rBVY 5593870 6540656 100.00% 11.483%
13 9.230 622 625 627 rBvV 60983 68128 1.04% 0.120%
14 9.688 659 665 668 rBv2 44937 150643 2.30% 0.264%
15 9.768 668 672 674 rvv2 54138 130982 2.00% 0.230%

16 9.825 674 677 679 rVB 1891084 2103390 32.16% 3.693%
17 10.613 743 746 748 rBV 3998716 4098445 62.66% 7.195%
18 10.739 754 757 761 rVB 65190 112349 1.72% 0.197%
19 11.311 804 807 809 rBV 1661874 2107695 32.22% 3.700%
20 12.899 943 946 948 rBV 6437408 6386608 97.64% 11.212%

21 13.939 1035 1037 1040 rBV 1979626 1891802 28.92% 3.321%
22 15.345 1157 1160 1163 rBV 1043705 1427147 21.82% 2.505%

Sum of corrected areas: 56961511
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF012016\

BF084568.D

20 Jan 2016 16:54

SJ/UM

PB87882BL

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012016\
Data File : BF084568.D

Aca On : 20 Jan 2016 16:54

Operator : SJ/UM

Sample : PB87882BL

Misc :

ALS Vial : 7 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 2 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.28 4_.55 ng 298370 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 80

m/z

55.10 100.00%

4.00 4.20 4.40 4.60

m/z 83.10 93.95%

4.00 4.20 4.40 4.60

m/z 43.05 38.59%

4.00 4.20 4.40 4.60

Abundance Scan 192 (4.281 min): BF084568.D (-189) (-)
55
5000
3#.“ 5Icl)l Il 62 67 77.
O L N L o B o LB e o e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000
29 98
0 24“\ 3? \‘ I 49M ‘ | 62 67 77 | 92 L
IR e o o o o e e e B B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55
43
5000
29
98
37 49 62 69
O L L i B o o LA L o o o o e
m/z--> 10 20 30 40 50 60 70 80 90 100

m/z 98.10 33.88%

Abundance #3339: 2-Pentene, 3,4-dimethyl-, (2)- R B

55 4.00 4.20 4.40 4.60

83 m/z 39.10 24 .30%
5000 41
27 98
69
s Lo e

o} SRR NS B ) ¥4 AT AN /0 NSO N PN SNDSD SO K \SBSENP S.

m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60

8270-BF123115.M Thu Jan 21 12:56:20 2016

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012016\
Data File : BF084568.D

Aca On : 20 Jan 2016 16:54

Operator : SJ/UM

Sample : PB87882BL

Misc :

ALS Vial : 7 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.96 65.50 ng 4294210 1,4-Dichlorobenzene-d4 6.77
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 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 251 (4.956 min): BF084568.D (-248) (-) m/z 43.10 100.00%
43
59
5000
ot 460 480 500 520
o..w..”,.”.,”?FM=.W??u,.”??”?E?3”,.”:J.”.,. m/z 59.10 59.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS S SR

460 4.80 5.00 5.20
59 m/z 101.10 18.80%

101
0 ?\7\\ 37\ N 53‘ ‘ 67 7”7 83 91 : ‘
e L B B B A B e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R EAAaAEanTE A
57 4.60 4.80 5.00 5.20
5000 m/z 58.10 15.52%
29 101
o 15 37 51 73 8 95
L B o e R L B s ma s o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- A REa T e
59 4.60 4.80 5.00 5.20
m/z 41.05 9.53%
5000
41
N €N .- 71 RN S ?5.,....,&...,. DY NN .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012016\
Data File : BF084568.D

Aca On : 20 Jan 2016 16:54

Operator : SJ/UM

Sample : PB87882BL

Misc :

ALS Vial : 7 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 4 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.78 3.53 ng 231673 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 90
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 32
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 23
4 N.N"-Bis(2-methvl-2-nitrosopenta... 258 C12H22N204 094514-30-4 12
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 9

Abundance Scan 323 (5.779 min): BF084568.D (-321) (-) m/z 43.05 100.00%
43
73
5000
55 e 100 115 5.40 560 580 6.00 6.20
Obrrr e e e o e b || Mz 73.10  77.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13055: 2-Pentanone, 4-methoxy-4-methyl-
43
73
5000 B RAREE AL LRSS SRR
540 5.60 5.80 6.00 6.20
m/z 41.10 11.19%
o 29 o1 B e 83 gg 100 pg11d
miz--> A R S N T
Abundance
30 43 73
540 5.60 5.80 6.00 6.20
5000 58 m/z 115.10 7.92%
15
51
G s R UL RS IR I R RS R WS RAARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8131: 3-Hexanol, 2—methy|— LI L L DL B ]
5 73 540 5.60 5.80 6.00 6.20
m/z 55.10 6.71%
5000
43
1
IS -1 1< S N NN SN B 0 SO SO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012016\
Data File : BF084568.D

Aca On : 20 Jan 2016 16:54

Operator : SJ/UM

Sample : PB87882BL

Misc :

ALS Vial : 7 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 5 unknown6.54 Concentration Rank 1

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

6.54 78.42 ng 5141370 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 390 (6.544 min): BF084568.D (-388) (-) m/z 132.00 100.00%
5000 68
40 54 X 620 640 6.60 6.80
0 82 1118 261 m/z 68.10 47.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 USSR AR S AR
6.20 6.40 6.60 6.80
31 51 ‘ m/z 134.00 33.24Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 30.25%
33 105
51 70 86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14006: 5-Aminoindole R Am a e A
132 6.20 6.40 6.60 6.80
m/z 69.10 19.92%
5000
104
o275 P e |
m/z--> ﬁo 46 eb 86 160 120 140 1é0 180 200 220 240 2éo 2éo a%o aho 6.60 a%o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012016\
Data File : BF084568.D

Acq On : 20 Jan 2016 16:54

Operator : SJ/UM

Sample : PB87882BL

Misc :

ALS Vial : 7 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]
3-Penten-2-one, 4... 4.28 4.5 ng 298370 1 6.77 1311170 20.0
2-Pentanone, 4-hy... 4.96 65.5 ng 4294210 1 6.77 1311170 20.0
2-Pentanone, 4-me... 5.78 3.5 ng 231673 1 6.77 1311170 20.0
unknown6 .54 6.54 78.4 ng 5141370 1 6.77 1311170 20.0
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