LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77585.D

Aca On : 4 Mar 2015 16:47

Operator : TP/1Z

Sample : PB81974BL

Misc oW

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: CENTROID

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.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 1.401 42 45 47 rBY 1883120 2519341 100.00% 13.783%
2 1.504 51 54 58 rvB2 16525 45548 1.81% 0.249%
3 1.710 69 72 77 rBv 24936 52549 2.09% 0.287%
4 1.801 77 80 81 rvv 22902 31134 1.24% 0.170%
5 1.824 81 82 96 rvB 90349 135483 5.38% 0.741%

3.470 222 226 231 rVB 59369 110191 4._.37% 0.603%
5.002 357 360 365 rBV 176712 238824 9.48% 1.307%
5.516 402 405 407 rBV 1435453 1510461 59.95% 8.263%
6.785 513 516 518 rBV 1699709 1479567 58.73% 8.094%
6.933 526 529 531 rBV 1734971 1599074 63.47% 8.748%

=
QO ~NO®

11 7.219 552 554 557 rvB 363701 353697 14.04% 1.935%
12 7.413 568 571 573 rVB 1032165 1262347 50.11% 6.906%
13 7.916 612 615 617 rBvV 988924 969788 38.49% 5.305%
14 8.796 690 692 695 rvVB 552131 476507 18.91% 2.607%
15 10.145 807 810 812 rBV 2251672 1920855 76.24% 10.509%

16 10.968 880 882 885 rvB 531911 533134 21.16% 2.917%
17 11.951 965 968 970 rBV 1102717 1127197 44.74% 6.167%
18 12.808 1041 1043 1046 rBV 515896 543258 21.56% 2.972%
19 14.808 1215 1218 1221 rBV 2211180 2143346 85.08% 11.726%
20 16.100 1329 1331 1334 rBV 510080 594180 23.58% 3.251%

21 17.871 1483 1486 1489 rBV 550012 632456 25.10% 3.460%

Sum of corrected areas: 18278937
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- Integrated Chromatogram

LSC Report
Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77585.D
Aca On : 4 Mar 2015 16:47
Operator : TP/1Z
Sample : PB81974BL
Misc W
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

ASP BNA STANDARDS FOR 5

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M

POINT CALIBRATION

Abundance

2000000 1.40

1500000

1000000

500000

TIC: BFO77585.D

5.52

5.00
3.47

6.78,93

7.22

7.41

ol 1.501.

I I
Time-->  1.00 1.50 2.00 2.50 3.00

I
3.50 4.00 4.50 5.00 5.50

Abundance

2000000

1500000

1000000 ;92

8.80
500000

TIC: BFO77585.D

10.14

11.95

10.97

12.81

Time--> 8.00 8.50 9.00 9.50 10.00

T e —

10.50 11.00 11.50 12.00 12.50

13.00

13.50

14.00

Abundance
14.81

2000000
1500000
1000000

500000 16.10

|

TIC: BFO77585.D

17.87

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

19.50

20.00

21.00

20.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77585.D

Aca On : 4 Mar 2015 16:47

Operator : TP/1Z

Sample : PB81974BL

Misc oW

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknownl.40 Concentration Rank 1

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

1.40 142.46 ng 2519340 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 Borane. dimethoxv- 74 C2H7B0O2 004542-61-4 7
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 45 (1.401 min): BFO77585.D (-42) (-) m/z 73.10 100.00%
73
5000 43
89
N - 100 120 140 160 180
ot b e m/z 43.10 48.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 INSEBENARBL SRS S
1.00 1.20 1.40 1.60 1.80
31 89 m/z 89.10 30.40%
T |'?§'|"??|""| '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
100 120 140 160 180
5000 m/z 41.10 9.58%
41
29 57
51
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8446: 2—Hydr0xy—2—methy|butyric acid | LINLLL N L LB L BL
78 1.00 1.20 1.40 1.60 1.80
43 m/z 45.10 7.09%
55
5000
29
15 s llae [ler | e 8w
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 1.00 120 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77585.D

Aca On : 4 Mar 2015 16:47

Operator : TP/1Z

Sample : PB81974BL

Misc oW

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.00 13.50 ng 238824 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 360 (5.002 min): BF077585.D (-357) (-) m/z 43.05 100.00%
43
59
5000
101 ISR SRR U
st 83 | 460 4.80 5.00 5.20 5.40
e e e e e e e m/z 59.10 53.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U R U
59 460 4.80 5.00 520 5.40
m/z 101.10 19.70%
15 31 101
‘ 11 ‘ Il 51 Il ‘ 83 ‘
mz> 10 2% 30 4 50 60 70 80 8 100 110 130 130 150
Abundance
43
460 480 500 520 5.40
5000 m/z 58.00 16.27%
101
15 3 % s 86
wwwmmwwwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e P
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.47%
5000 41
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I IR A RIS RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77585.D

Aca On : 4 Mar 2015 16:47

Operator : TP/1Z

Sample : PB81974BL

Misc oW

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 7 unknown6.93 Concentration Rank 2

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

6.93 90.42 ng 1599070 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 529 (6.933 min): BFO77585.D (-526) (-) m/z 132.00 100.00%
32
5000 68
6 AN NN N
40 g4 | 75 104 6.60 6.80 7.00 7.20
I Al N A 1A M = R [ N m/z 68.10 38.51%
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 R
5000 SRR L R
6.60 6.80 7.00 7.20
78 m/z 134.00 33.37%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20
5000 67 m/z 66.10 24.88%
41 97
53 2 117
34 60 89 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A mama e
132 6.60 6.80 7.00 7.20
m/z 69.10 15.35%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
Data File : BFO77585.D

Acq On : 4 Mar 2015 16:47

Operator : TP/1Z

Sample : PB81974BL

Misc W

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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]
unknownl1 .40 1.40 142.5 ng 2519340 1 7.22 353697 20.0
2-Pentanone, 4-hy... 5.00 13.5 ng 238824 1 7.22 353697 20.0
unknown6 .93 6.93 90.4 ng 1599070 1 7.22 353697 20.0
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