LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052915\

Data File : BF079578.D

Acqg On : 29 May 2015 23:56 Instrument :

Operator : TP/I1Z gﬁA{s el
- _ lentosampleld :

3?22'6 : 62438-02 OM-SP-001-150528

ALS Vial : 21 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-BF052615.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 1.552 31 32 40 rBvY 558987 968553 11.50% 3.676%
2 1.655 40 41 75 rVB 3221344 8420031 100.00% 31.959%
3 4_.673 302 305 313 rBvV 44859 89708 1.07% 0.340%
4 5.221 351 353 368 rBV 1073299 1710506 20.31% 6.492%
5 6.547 467 469 477 rBV 1828458 1756760 20.86% 6.668%

6.662 477 479 482 rBV 1638976 1805978 21.45% 6.855%
6.947 502 504 507 rBV 451182 448482 5.33% 1.702%
7.130 518 520 523 rBV 1125722 1276086 15.16% 4.843%
7.656 563 566 568 rBvV 858658 1060771 12.60% 4.026%
8.525 640 642 645 rBvV 609665 610090 7.25% 2.316%

=
QO ~NO®

11 9.873 758 760 763 rBV 1942116 1860638 22.10% 7.062%
12 10.388 803 805 808 rBvV 142498 129172 1.53% 0.490%
13 10.696 829 832 834 rVB 590350 703051 8.35% 2.668%
14 11.668 915 917 920 rBV 1296255 1474188 17.51% 5.595%
15 12.525 990 992 995 rBV 763155 730582 8.68% 2.773%

16 14.514 1164 1166 1169 rBV 1701351 1834389 21.79%% 6.962%
17 15.691 1266 1269 1276 rBV 148934 202231 2.40% 0.768%

18 15.794 1276 1278 1281 rBV 584332 643468 7.64% 2.442%
19 17.520 1427 1429 1432 rBV 515208 622041 7.39% 2.361%

Sum of corrected areas: 26346725
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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\BF052915\

BFO79578.D

29 May 2015 23:56

TP/1Z

62438-02 OM-SP-001-150528
21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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\BF052915\

Data File : BF079578.D

Acq On : 29 May 2015 23:56

Operator : TP/1Z

ﬁ?ggle i 62438-02 OM-SP-001-150528
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4._.67 4.00 ng 89708 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 16
4 5-Hexen-2-one 98 C6H100 000109-49-9 12
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 305 (4.673 min): BF079578.D (-302) (-) m/z 43.05 100.00%
43
59
5000
101
49 | 83 | 4.40 4.60 4.80 5.00
S P SOVPE | S m/z 59.10 60.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R UL A L
4.40 4.60 4.80 5.00
59 m/z 101.10 21.14%
21 37| 53 ‘ 67 77 83 a1 ‘1?1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 440 460 480 500
5000 m/z 58.00 18.44%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4036: BUtyl aldoxime, 3—methy|—, syn- LI B L L B L B BB
59 4.40 4.60 4.80 5.00
m/z 41.10 10.07%
41
5000
86
‘\ 51 Ly ?\9 ‘ 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF052915\

Data File : BF079578.D

Acq On : 29 May 2015 23:56

Operator : TP/1Z

ﬁ?ggle i 62438-02 OM-SP-001-150528
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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 unknown6.66 Concentration Rank 2

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

6.66 80.54 ng 1805980 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
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 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 479 (6.662 min): BF079578.D (-477) (-) m/z 132.00 100.00%
132
5000 68
96 IR IR LN L U
40 54 28 06 6.40 6.60 6.80 7.00
e B m/z 68.10 43.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R I I L
6.40 6.60 6.80 7.00
m/z 134.00 32.53%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 27.86%
158 189
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole EEE T e AR Emae
132 6.40 6.60 6.80 7.00
m/z 69.10 17.17%
5000
104
66
14 27 30 51 87T g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF052915\

Data File : BF079578.D

Acq On : 29 May 2015 23:56

Operator : TP/1Z

ﬁ?ggle i 62438-02 OM-SP-001-150528
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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 1-Nonadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.69 6.29 ng 202231 Chrysene-di12 15.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
3 2- Chloropropionic acid, hexadec... 332 C19H37CI102 086711-81-1 91
4 1-Heptadecanol 256 C17H360 001454-85-9 90
5 1-Nonadecene 266 C19H38 018435-45-5 90
Abundance Scan 1269 (15.691 min): BF079578.D (-1266) (-) m/z 83.10 100.00%

5000

7

15.40 15.60 15.80 16.00
m/z 57.05 98.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 ’
Abundance #108955: 1-Nonadecanol
5000
111 15.40 15.60 15.80 16.00
5 6 m/z 55.05 93.68%
139
h ‘ m \‘ ‘ “\ | ‘\ \“ ||H| il 168 196 221238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57 83
T T
a 15.40 15.60 15.80 16.00
5000 11 m/z 43.05 90.69%
24 139 168 191210 238 65 205
m@wmwmmmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133740: 2- Chloropropionic acid, hexadecyl ester Al BEEEE e s
7 83 15.40 15.60 15.80 16.00
m/z 69.10 82.70%
5000 4
139 196 222
18 29 332 N A N =S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF052915\

Data File : BF079578.D

Acq On : 29 May 2015 23:56

Operator : TP/1Z

ﬁ?ggle i 62438-02 OM-SP-001-150528
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4._67 4.0 ng 89708 1 6.95 448482 20.0
unknown6 .66 6.66 80.5 ng 1805980 1 6.95 448482 20.0
1-Nonadecanol 15.69 6.3 ng 202231 5 15.79 643468 20.0
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