LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070516\

Data File : BF088721.D

Aca On 6 Jul 2016 00:06 Instrument :
Operator : UM/SJ gmgigamlem'
a?zgle ; H3881-09 Q&BL&lZE
ALS Vial : 16 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-BF063016.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 1.713 10 11 21 rVB 186754 291902 11.93% 1.313%
2 1.838 21 22 68 rvB 1165398 2446337 100.00% 11.004%
3 4.947 291 294 298 rBB 66822 105436 4_.31% 0.474%
4 5.370 328 331 333 rBY 1838618 1950133 79.72% 8.772%
5 6.410 419 422 424 rBV 1909924 2128493 87.01% 9.574%

6.536 431 433 436 rBV 1761830 1819780 74.39%% 8.186%
6.776 451 454 456 rBB 544913 608130 24.86% 2.735%
6.925 465 467 470 rBB 1358526 1400436 57.25% 6.299%
7.336 500 503 505 rBV 1299503 1296049 52.98% 5.830%
8.056 563 566 568 rBvV 967374 854120 34.91% 3.842%

=
QO ~NO®

11 9.131 657 660 663 rBvV 1940917 2142345 87.57% 9.637%
12 9.531 692 695 697 rBvV 351786 361372 14.77% 1.626%
13 9.805 716 719 721 rBV 1104225 991574 40.53% 4._.460%
14 10.594 785 788 790 rBV 1092775 1243583 50.83% 5.594%

15 10.719 797 799 806 rvVB 38447 39518 1.62% 0.178%
16 11.165 836 838 840 rBV 60299 57319 2.34% 0.258%
17 11.279 846 848 851 rvv 957930 948928 38.79% 4.268%
18 11.336 851 853 858 rvB 14429 33128 1.35% 0.149%
19 11.588 873 875 878 rVB 38189 35550 1.45% 0.160%
20 12.697 970 972 975 rBB 40032 34418 1.41% 0.155%

21 12.868 984 987 989 rBV 2141882 2049348 83.77% 9.218%
22 13.782 1065 1067 1075 rBV2 31516 81493 3.33% 0.367%
23 13.908 1075 1078 1080 rBV 747203 797264 32.59% 3.586%
24 15.291 1196 1199 1202 rBV 451318 514643 21.04% 2.315%

Sum of corrected areas: 22231299
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BFO070516\

BF088721.D

6 Jul 2016 00:06

UM/SsJ

H3881-09

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070516\
Data File : BF088721.D

Aca On : 6 Jul 2016 00:06

Operator : UM/SJ

Sample - H3881-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 5

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

4.95 3.47 ng 105436 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 294 (4.947 min): BF088721.D (-291) (-) m/z 43.10 100.00%
43
59
5000
101 e
| 83 4.60 4.80 5.00 5.20
e e e e e e e m/z 59.10 62.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LR LI I B
59 460 480 500 520
m/z 101.10 24 .59%
25 3 37 | 83 g3 0t
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 4.80 500 520
5000 m/z 58.10 16.46%
101
15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- R R
59 4.60 4.80 5.00 5.20
31 m/z 41.10 9.40%
5000 41
73
1\5 ‘ | 147 53\‘ , 87 102
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\BF070516\
Data File : BF088721.D

Aca On : 6 Jul 2016 00:06

Operator : UM/SJ

Sample - H3881-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.54 Concentration Rank 2

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

6.54 59.85 ng 1819780 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 433 (6.536 min): BF088721.D (-431) (-) m/z 132.00 100.00%
132
5000 68
96 IBENARIE SRR SRR SRR
40 54 81 115 6.20 6.40 6.60 6.80
m/z 68.10 48.36%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 IBENARIE SRR SRS SRR
6.20 6.40 6.60 6.80
m/z 134.00 32.29%
31 51 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 30.87%
33 105
51 70 86
mz-> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116545: N-(-3,4-Methylenedioxyphenylisopropyl)benzaldimine L e o L e N
132 6.20 6.40 6.60 6.80
m/z 69.10 19.98%
5000
105
77
38 ‘ 64 | 9 | 118 |, 147 165 190 224 267
m/z--> 4'0 6|O 80 100 120 140 160 180 200 220 240 2('30 620 640 6.60 6.80

8270-BF063016.-M Wed Jul 06 19:13:33 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070516\
Data File : BF088721.D

Aca On : 6 Jul 2016 00:06

Operator : UM/SJ

Sample - H3881-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Oxirane, [(dodecyloxy)methyl]- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.78 2.04 ng 81493 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(dodecvloxy)methvl1- 242 C15H3002 002461-18-9 90
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 87
3 1-Hexadecanol 242 C16H340 036653-82-4 87
4 n-Pentadecanol 228 C15H320 000629-76-5 87
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 87

Abundance Scan 1067 (13.782 min): BF088721.D (-1065) (-) m/z 57.05 100.00%
5 ga
5000
111
N 1‘|‘9 13.40 13.60 13.80 14.00 14.20
e — m/z 55.10 83.61%
m/z--> 50 100 150 200 250 300
Abundance #95881: Oxirane, [(dodecyloxy)methyl]-
57
5000 83
13.40 13.60 13.80 14.00 14.20
29 111 m/z 43.10 81.79%
, ‘\ i MM\, L ,1‘}0| e 17
m/z--> 50 100 150 200 250 300
Abundance
57
i A SR PN ML B BN
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 83.10 80.27%
29
140 168 196 204 342
m/z--> " 50 100 150 200 250 300
Abundance #95987: 1-Hexadecanol
83 13.40 13.60 13.80 14.00 14.20
m/z 69.10 74 .92%
5000 111
i ” \} | | [140 168 196 224
m/z--> 50 100 150 200 250 300 ' 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070516\
Data File : BF088721.D

Acq On : 6 Jul 2016 00:06

Operator : UM/SJ

Sample - H3881-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.95 3.5 ng 105436 1 6.78 608130 20.0
unknown6 .54 6.54 59.9 ng 1819780 1 6.78 608130 20.0
Oxirane, [(dodecy... 13.78 2.0 ng 81493 5 13.91 797264 20.0

8270-BF063016.M Wed Jul 06 19:13:34 2016 Page: 6



