LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078087.D

Acq On : 30 Mar 2015 17:53

Operator : TP/1Z

Sample - G1701-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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 height area % max. total
1 1.207 26 28 31 rvB 543463 524124 39.75% 5.028%
2 1.333 36 39 50 rvB 73521 156935 11.90% 1.505%
3 1.481 50 52 55 rvB 71977 91475 6.94% 0.877%
4 1.618 62 64 72 rVv 64325 112259 8.51% 1.077%
5 1.733 72 74 98 rvB 535359 903446 68.52% 8.666%

4.796 340 342 348 rVB 67046 98160 7.44% 0.942%
5.344 388 390 393 rBV 755025 816190 61.90% 7.829%
6.647 502 504 507 rBvV 916736 834748 63.31% 8.007%
6.773 513 515 518 rBV 884507 892754 67.71% 8.564%
7.059 538 540 543 rBV 188422 176073 13.35% 1.689%

=
QO ~NO®

11 7.242 554 556 559 rBvV 578376 668760 50.72% 6.415%
12 7.756 599 601 604 rBvV 583484 516973 39.21% 4_.959%
13 8.636 676 678 681 rBvV 279942 242109 18.36% 2.322%
14 9.985 794 796 798 rBV 1295832 1121947 85.09% 10.762%
15 10.499 839 841 843 rBB 24035 25761 1.95% 0.247%

16 10.808 866 868 870 rvB 253659 271471 20.59% 2.604%
17 11.779 951 953 956 rBv2 510390 636331 48.26% 6.104%
18 12.637 1026 1028 1031 rBV 228257 293483 22.26% 2.815%
19 14.637 1201 1203 1206 rBV 1235611 1318507 100.00% 12.647%
20 15.814 1304 1306 1313 rBV 25236 50370 3.82% 0.483%

21 15.917 1313 1315 1318 rBV 327162 338106 25.64% 3.243%
22 17.620 1462 1464 1467 rBV 298219 335092 25.41% 3.214%

Sum of corrected areas: 10425074
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF033015\

BF078087.D

30 Mar 2015 17:53

TP/1Z

G1701-03

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078087.D

Acq On : 30 Mar 2015 17:53

Operator : TP/1Z

Sample - G1701-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.M
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 1 Propane, 2,2-dimethoxy- Concentration Rank 4

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

1.21 59.53 ng 524124 1,4-Dichlorobenzene-d4 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 56
2 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
3 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 7

Abundance Scan 28 (1.207 min): BFO78087.D (-26) (-) m/z 73.10 100.00%
73
5000 43
89
37 55 100 120 140 160
O 1 PSSR SR MM NS m/z 43.10 48.84Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 N S A
1.00 120 140 160
31 89 m/z 89.10 29.11%
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
5000 m/z 41.05 9.24%
57
29 41
15 50 87
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
73 1.00 120 140 160
43 m/z 45.10 7.12%
55
5000
29
5 sl |6 | @ ®
miz--> 10 20 30 40 50 60 70 80 90 100 110 100 120 140 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078087.D

Acq On : 30 Mar 2015 17:53

Operator : TP/1Z

Sample - G1701-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.M
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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.48 10.39 ng 91475 1,4-Dichlorobenzene-d4 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 52 (1.481 min): BF078087.D (-50) (-) m/z 73.10 100.00%
73
5000 43
55 87
37 1.20 1.40 1.60 1.80
S| W S PSS 1IN m/z 43.05 36.66%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.20 1.40 1.60 1.80
55 87 m/z 55.10 27.48%
Pl el
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
73
R LRSS AR SR
1.20 1.40 1.60 1.80
5000 m/z 87.10 26.82%
45
29
39 S g7 101
miz--> 0 10 20 30 40 50 60 70 8 90 100 \
Abundance #1966: Silane, tetramethyl- e e
73 1.20 1.40 1.60 1.80
m/z 41.05 11.59%
5000
43
2 15 29 36 || 5359 66 | 88
m/z--> 0 10 20 30 40 50 60 70 8 9 100 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078087.D

Acq On : 30 Mar 2015 17:53

Operator : TP/1Z

Sample - G1701-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.M
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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.80 11.15 ng 98160 1,4-Dichlorobenzene-d4 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
3 Acetone 58 C3H60 000067-64-1 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 342 (4.796 min): BFO78087.D (-340) (-) m/z 43.10 100.00%
43
59
5000
101 USRS RN RN RS
49 | 83 | 440 4.60 4.80 5.00 5.20
e e e e e e e m/z 59.10 53.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U RN L UL
440 4.60 4.80 5.00 5.20
59 m/z 101.10 19.19%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 5.00 5.20
5000 m/z 58.10 18.15%
101
15 25 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #208: Acetone e ERaa s L A RE.
43 440 4.60 4.80 5.00 5.20
m/z 41.10 8.70%
5000
58
15
27
"'PIM'P'N“P'??IL"I”"I”"I”"I”"I”"I”"I' USRS RN L UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078087.D

Acq On : 30 Mar 2015 17:53

Operator : TP/1Z

Sample - G1701-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.M
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 7 unknown6.77 Concentration Rank 2

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

6.77 101.41 ng 892754 1,4-Dichlorobenzene-d4 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 Bicyclo[4.2.0]octa-1,3,5-triene, ... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 515 (6.773 min): BF078087.D (-513) (-) m/z 132.00 100.00%
32
5000 68
26 rrTrTTTTT T T T T T T
40 . 54 o || B g | 104 6.40 6.60 6.80 7.00
B P EIL A RN TN | M m/z 68.10 41 _97%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USRI S S R
6.40 6.60 6.80 7.00
0
3 5 Sﬁ 78 m/z 134.00 32 .25%
1 | !
mz-> 20 30 40 80 80 70 80 90 100 110 130 130 140
Abundance
132
117 6.40 660 680 7.00
5000 m/z 66.10 26 .55%
39 91
51 65
27 58 M g4 | g 105 125
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine R L
132 6.40 6.60 6.80 7.00
o7 m/z 69.10 16.82%
5000 0
31 52
ML 8 | 105 116
m/z--> 20 30 40 50 60 70 80 90 100 110 12'0 130 140 6.40 6.60 680 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078087.D

Acq On : 30 Mar 2015 17:53

Operator : TP/1Z

Sample - G1701-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.M
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 9 3-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.81 2.98 ng 50370 Chrysene-d12 15.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
2 Dichloroacetic acid, tetradecyl ... 324 C16H30C1202 083005-02-1 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 1306 (15.814 min): BF078087.D (-1304) (-) m/z 43.10 100.00%
a3 83
5000
6 111
15.40 15.60 15.80 16.00 16.20
SN . - 207 m/z 57.10 89.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106400: 3-Eicosene, (E)-

41 57

5000 LI e s o
15.40 15.60 15.80 16.00 16.20
m/z 55.10 87.93%
25 | 139154 182 210 252 280
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
83 S NV W —
15.40 15.60 15.80 16.00 16.20
5000 m/z 83.10 79.96%
111

o 68
139 168 196

WTWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #121981: 1-Docosene e R B
15.40 15.60 15.80 16.00 16.20

m/z 69.10 72 .66%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078087.D

Acq On : 30 Mar 2015 17:53

Operator : TP/1Z

Sample - G1701-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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]
Propane, 2,2-dime... 1.21 59.5 ng 524124 1 7.06 176073 20.0
Butane, 2-methoxy... 1.48 10.4 ng 91475 1 7.06 176073 20.0
2-Pentanone, 4-hy... 4.80 11.2 ng 98160 1 7.06 176073 20.0
unknown6 .77 6.77 101.4 ng 892754 1 7.06 176073 20.0
3-Eicosene, (E)- 15.81 3.0 ng 50370 5 15.92 338106 20.0
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