LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051515\

Data File : BF079279.D

Aca On : 15 May 2015 19:40 Instrument :
Operator : TP/1Z BNA_F

Sample - 62263-02 ClientSampleld :
Misc - DCW-WW-143A-51415
ALS Vial : 15 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-BF043015.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 1.461 21 24 27 rVB 174936 266587 6.31% 1.334%
2 1.621 36 38 41 rVB 455793 686849 16.25% 3.438%
3 1.667 41 42 51 rvv 173108 316248 7.48% 1.583%
4 1.793 51 53 100 rVB 1892138 4226390 100.00% 21.156%
5 4.947 327 329 336 rBV 109151 139349 3.30% 0.698%

5.462 372 374 377 rBV 560844 644479 15.25% 3.226%
6.742 484 486 489 rBvV 469869 417469 9.88% 2.090%
6.890 496 499 501 rBV 1276257 1337309 31.64% 6.694%
7.176 521 524 526 rBV 435795 386246 9.14% 1.933%
7.359 538 540 543 rBV 1250798 1249128 29.56% 6.253%

=
QO ~NO®

11 7.873 582 585 587 rBV 1080200 1067005 25.25% 5.341%
12 8.753 659 662 664 rBvY 591050 534041 12.64% 2.673%
13 10.102 777 780 782 rBV 2384105 2201206 52.08% 11.019%
14 10.925 850 852 854 rBvV 649997 608798 14.40% 3.047%
15 11.908 935 938 940 rBV 1169400 1433231 33.91% 7.174%

16 12.765 1010 1013 1015 rBV 645430 621634 14.71% 3.112%
17 14.765 1185 1188 1190 rBV 2144655 2481390 58.71% 12.421%
18 15.954 1289 1292 1299 rBV 21876 46304 1.10% 0.232%
19 16.057 1299 1301 1304 rBV 587650 603648 14.28% 3.022%
20 17.257 1404 1406 1409 rVB 101075 135135 3.20% 0.676%

21 17.840 1455 1457 1460 rBV 393714 574903 13.60% 2.878%

Sum of corrected areas: 19977349
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\

Data File : BF079279.D

Aca On : 15 May 2015 19:40

Operator : TP/1Z

Sample : 62263-02 e S
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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: BF079279.D

2000000 179

1500000
6.89 7.36

7.8
1000000

1.62 5.46

500000 6.74 718
146} o
4.95
A

s T L L L L

Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF079279.D
10110

2000000

1500000
11.91
1000000

8.75 10.93 12.77

500000

\

A, M

T -
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF079279.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079279.D

Aca On : 15 May 2015 19:40

Operator : TP/1Z

Sample : 62263-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.62 35.57 ng 686849 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 38 (1.621 min): BF079279.D (-36) (-) m/z 73.10 100.00%
7B
5000 43
55 87 I | W
a7l 67 | 140 1.60 1.80 2.00
O e e e e e e m/z 43.05 40.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 140 1.60 1.80 2.00
55 87 m/z 55.10 29.27%
0 2 e el
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
73
41 55 87 140 1.60 1.80 2.00
5000 m/z 87.10 23.94%
29
15 67 97
G S R A S RS AR RS RS NS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8155: 3-Pentanol, 2,4-dimethyl- e
7B 140 1.60 1.80 2.00
m/z 41.05 13.65%
5000 55
43
27
o 1B || 37\L‘\ 67, 8 98 115
m/z--> 10 2 0 40 50 60 70 8 90 100 110 120 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\

Data File : BF079279.D

Aca On : 15 May 2015 19:40

Operator : TP/1Z

Sample : 62263-02 e S
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.95 7.22 ng 139349 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 9

Abundance Scan 329 (4.947 min): BF079279.D (-327) (-) m/z 43.10 100.00%
43
5000 59
1o 460 4.80 5.00 5.20
83 : : : :
o...,....,....,....','.':..,??~.'.,....,....,.~...,...:,|....,. m/z 59.10 50.67%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L UL I B
59 460 480 500 520
m/z 101.10 18.78%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 4.80 500 520
5000 59 m/z 58.10 15.02%
73
101
Oy "|"'2?|"??|' "'?%" '|"§?|' "??"qe'l""l"" T
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3092: 5-Hexen-2-one ||||||||llll|llll|llll|l/
43 460 4.80 5.00 5.20
m/z 41.10 8.62%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\

Data File : BF079279.D

Aca On : 15 May 2015 19:40

Operator : TP/1Z

Sample : 62263-02 e S
Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown6.89 Concentration Rank 2

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

6.89 69.25 ng 1337310 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 499 (6.890 min): BF079279.D (-496) (-) m/z 132.00 100.00%
32
5000
68
40 | % 660 6.80 7.00 7.20
54 - - - -
ot e 8 Ly 118 | m/z 68.10 33.96%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR R SRR L
6.60 6.80 7.00 7.20
31 51 m/z 134.00 33.39%
0"hMH'H'|J”ﬂ|'“'|““'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
| 6.60 6.80 7.00 7.20
5000 67 m/z 66.10 22.26%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil ma R Rm T
132 6.60 6.80 7.00 7.20
m/z 69.10 13.67%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079279.D

Aca On : 15 May 2015 19:40

Operator : TP/1Z

Sample : 62263-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 8

Peak Number 8 Squalene

Relative to ISTD

R.T. EstConc Area
17.26 4.70 ng 135135
Hit# of 5 Tentative ID

Perylene-d12

MW  MolForm

1 Saualene

2 2.6.10.14.18.22-Tetracosahexaene. ..
3 2.6.10.14.18-Pentamethvl-2.6.10....
4 7.11-Dimethvldodeca-2.6.10-trien...

410 C30H50
410 C30H50
342 C25H42
208 C14H240

007683-64-9 91
000111-02-4 90
075581-03-2 83
125529-10-4 72

5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 72
Abundance Scan 1406 (17.257 min): BF079279.D (-1404) (-) m/z 69.05 100.00%
69
5000
41
% 3 17.00 17.20 17.40 17.60
obdt g oy g g JOL 189 281 m/z 81.10 53.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000 41 LN N U A N B N N B B
17.00 17.20 17.40 17.60
m/z 41.10 28.00%
9% 137
o Co a1ty 161 191 217 273 299 341 367 410
T T T T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
17.00 17.20 17.40 17.60
5000 m/z 95.10 14 .64%
41
95 137
0 117 | 161 191 217 244 273 299 341 367 410
A e e e i s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138198: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene e
69 17.00 17.20 17.40 17.60
m/z 68.10 10.67%
5000{ 41
95
121 149
0 \‘t\L\“lw.ﬂ LI, 177 205005245 273 299 342
R L T e e e a E R RE R Emma TR
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051515\

Data File : BF079279.D

Acg On : 15 May 2015 19:40

Operator : TP/1Z

Sample - 62263-02 DCW-WW-143A-51415
Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Butane, 2-methoxy... 1.62 35.6 ng 686849 1 7.18 386246 20.0
2-Pentanone, 4-hy... 4.95 7.2 ng 139349 1 7.18 386246 20.0
unknown6 .89 6.89 69.3 ng 1337310 1 7.18 386246 20.0
Squalene 17.26 4.7 ng 135135 6 17.85 574903 20.0
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