LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088769.D

Aca On > 7 Jul 2016 8:11

Operator : UM/SJ

Sample - H3897-02

Misc :

ALS Vial : 29 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 1.701 9 10 19 rVB 132058 206006 9.30% 1.204%
2 1.827 19 21 57 rVB 1138549 2214614 100.00% 12.941%
3 4.913 288 291 294 rBB 55182 86526 3.91% 0.506%
4 5.336 326 328 331 rBVY 1296466 1375737 62.12% 8.039%
5 6.387 417 420 422 rBV 1570705 1704601 76.97% 9.961%

6.513 428 431 433 rBV 1696465 1511334 68.24% 8.832%
6.753 449 452 454 rBB 410831 528123 23.85% 3.086%
6.902 463 465 467 rBB 1218829 1121067 50.62% 6.551%
7.313 498 501 503 rBV 1150163 1058784 47.81% 6.187%
8.033 561 564 566 rBvV 922518 757114 34.19% 4.424%

=
QO ~NO®

11 9.108 656 658 661 rBY 1557358 1697035 76.63% 9.917%
12 9.508 691 693 695 rBB 230759 200018 9.03% 1.169%
13 9.782 715 717 720 rVB 874181 745050 33.64% 4 _.354%
14 10.571 783 786 788 rvB2 641595 828315 37.40% 4._.840%
15 10.696 796 797 802 rVB 30935 33147 1.50% 0.194%

16 11.142 834 836 838 rBvV 35343 33274 1.50% 0.194%
17 11.256 844 846 849 rVB 792440 656429 29.64% 3.836%
18 12.845 982 985 987 rBV 1334390 1330374 60.07% 7.774%
19 13.748 1061 1064 1071 rBV 33024 53410 2.41% 0.312%
20 13.885 1073 1076 1078 rBV 446724 503807 22.75% 2.944%

21 15.268 1194 1197 1199 rBV 363080 467912 21.13% 2.734%

Sum of corrected areas: 17112677
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF070616\

BF088769.D

7 Jul 2016 8:11

UM/SsJ

H3897-02

29 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\Database\NIST11.L
ion Parameters: LSCINT.P

Abundance TIC: BF088769.D
6.36(°1
1500000
5.34
6.90
1.83 7.31
1000000
500000 6.75
1.7
4.91
O T e e o e e e o e o L o e T A e e e e e B I e e s s e e L B B
Time--> 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: BF088769.D
9.11
1500000
12.85
1000000
8.03 978
11.26
10.57
500000
9.51
10.70 11.14
o177 —H— ey -l o by  am  am e T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088769.D
1500000
1000000
500000 13.89
15.27
13/.\7
o4 T e T T T T Emma ———TTT ——— T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088769.D

Aca On > 7 Jul 2016 8:11

Operator : UM/SJ

Sample - H3897-02

Misc :

ALS Vial : 29 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.

4.91 3.28 ng 86526 1,4-Dichlorobenzene-d4 6.75
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 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 291 (4.913 min): BF088769.D (-288) (-) m/z 43.10 100.00%
43
59
5000
101 SEDVNI ) N
| 83 4.60 4.80 5.00 5.20
oY 17 PESBSSSESOY P 1SS BT S m/z 59.10 65.90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL UL UL IR
59 460 480 500 520
m/z 101.00 25.03%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
460 480 500 520
5000 m/z 58.10 17.14%
101
o 15 25 31 37 51 98 g9 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4083: Morpholine, 4-methyl- R e B a2
43 4.60 4.80 5.00 5.20
m/z 41.10 9.49%
5000
101
71
B R A T N 86
LRI PRI SRR SURL L SIS SUL LI SURLEL SR SURLLL UL WA B IR RN LR AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088769.D

Aca On > 7 Jul 2016 8:11

Operator : UM/SJ

Sample - H3897-02

Misc :

ALS Vial : 29 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 unknown6.51 Concentration Rank 2

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

6.51 57.23 ng 1511330 1,4-Dichlorobenzene-d4 6.75
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 16
3 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 431 (6.513 min): BF088769.D (-428) (-) m/z 132.00 100.00%
132
5000 68
96 RSN AR R AR
40 54 81 115 6.20 6.40 6.60 6.80
0 m/z 68.10 47 .45%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RSN AR R AR
6.20 6.40 6.60 6.80
31 51 ‘ m/z 134.00 32.55%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132
620 640 6.60 680
5000 m/z 66.10 30.14%
33 105
51 70 86
- e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116545: N-(-3,4-Methylenedioxyphenylisopropyl)benzaldimine e EEREEmEaE
132 6.20 6.40 6.60 6.80
m/z 69.10 19.44%
5000
105
77
oL 38 ea || 90 | 118 | 147 165 190 224 267
m/z--> 4'0 6|O 80 100 120 140 160 180 200 220 240 2('30 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088769.D

Aca On > 7 Jul 2016 8:11

Operator : UM/SJ

Sample - H3897-02

Misc :

ALS Vial : 29 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 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.75 2.12 ng 53410 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 87
2 1-Hexacosanol 382 C26H540 000506-52-5 62
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 53
4 Carbonic acid. isobutyl octadecv... 370 C23H4603 1000314-61-5 50
5 Cyclotetradecane 196 C14H28 000295-17-0 43
Abundance Scan 1064 (13.748 min): BF088769.D (-1061) (-) m/z 55.10 100.00%
[
5000 111

| 13.40 13.60 13.80 14.00

oL JL... S —

I m/z 57.10 99.40%
m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43
5000 83

13.40 13.60 13.80 14.00
m/z 43.10 99.13%

o.kh .,?M.

18 111
Al | | 140 168 196 238 266 308 336
. L AR
miz--> 50 100 150 200 250 300 350
Abundance
43
13.40 13.60 13.80 14.00
5000 83 m/z 83.10 98.53%
18 111
o 65 139 168 196 224 252 278 308 336 364
e =T e
miz--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)- SNMSNE Sin W .’,\. rli
55 13.40 13.60 13.80 14.00
m/z 69.10 90.29%
83
5000
29 111
ol L | 1 em 105 pa 22
miz--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088769.D

Acq On > 7 Jul 2016 8:11

Operator : UM/SJ

Sample - H3897-02

Misc :

ALS Vial : 29 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 .91 3.3 ng 86526 1 6.75 528123 20.0
unknown6.51 6.51 57.2 ng 1511330 1 6.75 528123 20.0
n-Tetracosanol-1 13.75 2.1 ng 53410 5 13.89 503807 20.0
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