LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078464.D

Acq On : 13 Apr 2015 17:10

Operator : TP/1Z

Sample - G1787-18

Misc :

ALS Vial : 6 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-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 height area % max. total

1.256 4 6 26 rvB2 161196 407625 13.77% 3.997%
1.507 26 28 35 rvw 330249 560587 18.94% 5.497%
rvB 1382014 2959707 100.00% 29.021%
4.490 287 289 297 rVB 49250 70493 2.38% 0.691%
5.084 338 341 352 rBV 558908 668749 22.60% 6.557%

abrwNPE
=
()]
=
o
W
)]
w
\l
\l
)]

6.422 457 458 461 rVB 450396 627079 21.19% 6.149%
6.536 466 468 471 rBvV 554805 695278 23.49% 6.817%
rBv 108951 136643 4.62% 1.340%
7.016 507 510 512 rBV 460778 474264 16.02% 4 _.650%
7.530 552 555 557 rBvV 453848 395456 13.36% 3.878%
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11 8.410 629 632 634 rBvY 159925 192073 6.49% 1.883%
12 9.759 747 750 752 rBV 538490 633068 21.39% 6.207%
13 10.262 793 794 797 rBV 26120 33207 1.12% 0.326%
14 10.559 818 820 823 rVB 203184 228804 7.73% 2.243%
15 11.542 903 906 908 rBV 392483 493517 16.67% 4_.839%

16 12.388 978 980 982 rBV 250778 245371 8.29% 2.406%
17 14.377 1151 1154 1157 rBV 784249 761171 25.72% 7.464%
18 15.565 1252 1258 1262 rBV 17132 34097 1.15% 0.334%
19 15.646 1262 1265 1267 rVV 209512 290640 9.82% 2.850%
20 17.337 1411 1413 1416 rBV 234542 290703 9.82% 2.850%

Sum of corrected areas: 10198532
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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:\HPCHEM1I\BNA_F\DATA\BF041315\

BF078464.D

13 Apr 2015 17:10

TP/1Z

G1787-18

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078464.D

Acq On : 13 Apr 2015 17:10

Operator : TP/1Z

Sample - G1787-18

Misc :

ALS Vial : 6 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

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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

1.26 59.66 ng 407625 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 46
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

Abundance Scan 6 (1.256 min): BFO78464.D (-4) (-) m/z 73.05 100.00%
7B
5000
43 55 87 A N
. | 1.30 1.40 1.50 1.60 1.70
e e el e e m/z 43.10  33.80%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 HR AR AR AN AN R
43 1.30 1.40 1.50 1.60 1.70
55 87 m/z 87.10 26.29%
29
'"|'“'|"“|"'w'?§'w"'w"'w'§?|”"|“"|'“'
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
73
1.30 1.40 1.50 1.60 1.70
5000 m/z 55.05 24 .73%
43
2 15 29 36 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 8 90
Abundance #2022: 1,3-Dioxolane, 2-methyl- R RR L ARERRERRE LA
7B 1.30 1.40 1.50 1.60 1.70
m/z 41.05 12.14%
5000 43
58
”'I'”'I'”'I'”“w'”'lkh'l'”'l'”'l'“'I'”hl'”' RS U LU I UL B
m/z--> 0 10 20 30 40 50 60 70 80 90 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078464.D

Acq On : 13 Apr 2015 17:10

Operator : TP/1Z

Sample - G1787-18

Misc :

ALS Vial : 6 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

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-hydroxy-4-me... Concentration Rank 6

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

4.49 10.32 ng 70493 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-0Octanol 130 C8H180 000589-98-0 28
3 Acetone 58 C3H60 000067-64-1 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-Heptanol 116 C7H160 000589-82-2 9

Abundance Scan 289 (4.490 min): BFO78464.D (-287) (-) m/z 43.10 100.00%
43
59
5000
101 IR LR L L
| 83 | 420 4.40 4.60 4.80
B L I e B m/z 59.10 53.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS L L L
420 4.40 4.60 4.80
59 m/z 101.10 19.54%
21 37 | 53 ‘ 67 77 83 a1 }Ol
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
420 440 460 480
5000 41 83 m/z 58.00 18.68%
31
53 69 101 112
miz--> 10 2 30 40 50 60 70 8 90 100 110
Abundance #208: Acetone e
43 420 4.40 4.60 4.80
m/z 41.10 8.38%
5000
58
1\5 LA
mz-> 10 20 30 40 50 60 70 80 90 100 110 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078464.D

Acq On : 13 Apr 2015 17:10

Operator : TP/1Z

Sample - G1787-18

Misc :

ALS Vial : 6 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

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 2

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

6.54 101.77 ng 695278 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 468 (6.536 min): BF078464.D (-466) (-) m/z 132.00 100.00%
132
5000 68
96 IBESUARE SRR SRR SRR
40 54 28 06 6.20 6.40 6.60 6.80
I B e B B m/z 68.10 46.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 IBESUARE SUARE SRR SRR
6.20 6.40 6.60 6.80
33 44 105 m/z 134.00 32.30%
T eme | s |
e 115 ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 680
5000 gg 116 m/z 66.10 28.73%
158 189
miz--> 20 40 60 80 100 120 140 160 180 N
Abundance #14006: 5-Aminoindole A R ARREaT T S
132 6.20 6.40 6.60 6.80
m/z 69.10 18.13%
5000
104
66
14 27 30 51 87T g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078464.D

Acq On : 13 Apr 2015 17:10

Operator : TP/1Z

Sample - G1787-18

Misc :

ALS Vial : 6 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

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 Trifluoroacetic acid, n-hep... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.57 2.35 ng 34097 Chrysene-di2 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 87
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 86
3 11-Tricosene 322 C23H46 052078-56-5 86
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 86
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 80
Abundance Scan 1258 (15.565 min): BF078464.D (-1252) (-) m/z 69.10 100.00%
97
43
5000
207 15.20 15.40 15.60 15.80
e m/z 57.10 96.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129716: Trifluoroacetic acid, n-heptadecyl ester
43
69
5000
15.20 15.40 15.60 15.80
m/z 97.10 95.86%
I 125 157 182 210
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 L U BRI SR DU I
97 15.20 15.40 15.60 15.80
5000 m/z 55.10 91.21%
27 125

153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #129062: 11-Tricosene

43 15.20 15.40 15.60 15.80

m/z 83.10 91.09%
5000 83
111
8| | | | 126 154 183 210 238 266 204 322
,””,.”P”q.”wnnp.”.”.”..””.”..”.”..””.”..”q” T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041315\
Data File : BF078464.D

Acq On : 13 Apr 2015 17:10

Operator : TP/1Z

Sample - G1787-18

Misc :

ALS Vial : 6 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]
Butane, 2-methoxy... 1.26 59.7 ng 407625 1 6.83 136643 20.0
2-Pentanone, 4-hy... 4.49 10.3 ng 70493 1 6.83 136643 20.0
unknown6 .54 6.54 101.8 ng 695278 1 6.83 136643 20.0
Trifluoroacetic a... 15.57 2.4 ng 34097 5 15.65 290640 20.0
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