LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\

Data File : BF086096.D

Aca On 6 Apr 2016 14:06 Instrument :

Operator : UM/SJ ?:'l\:gﬁ't:Sam ol

agmple : H2248-01 TmCONMHégAMB
isc :

ALS Vial : 9 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-BF040216.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 4.910 245 247 259 rBV 120916 200854 7.73% 0.822%
2 5.333 282 284 287 rBV 1474837 1875485 72.13% 7.678%
3 6.384 374 376 379 rBY 1798834 1854704 71.34% 7.593%
4 6.510 385 387 389 rBVY 2399089 2114202 81.32% 8.655%
5 6.739 405 407 410 rBV 1038492 941893 36.23% 3.856%
6 6.899 419 421 423 rBVY 1861461 1809412 69.59% 7.407%
7 7.310 454 457 459 rBVY 1508813 1379461 53.06% 5.647%
8 8.030 517 520 522 rBVY 1318895 1293168 49.74% 5.294%
9 9.105 611 614 616 rBY 2974594 2599973 100.00% 10.643%
10 9.505 647 649 651 rBV 332984 289640 11.14% 1.186%
11 9.710 666 667 670 rBV 29676 43265 1.66% 0.177%
12 9.779 670 673 676 rVV 1627983 1437224 55.28% 5.884%
13 10.213 710 711 713 rVB 83130 61596 2.37% 0.252%
14 10.430 727 730 733 rBV 25092 42491 1.63% 0.174%

15 10.568 739 742 745 rBV 1573233 1453096 55.89% 5.949%

16 10.682 751 752 759 rVB 72142 100009 3.85% 0.409%
17 11.128 790 791 797 rvVB2 36517 68388 2.63% 0.280%
18 11.265 801 803 805 rBV 1515449 1494622 57.49% 6.119%
19 12.842 939 941 944 rBV 2211887 2536477 97.56% 10.384%
20 13.082 958 962 963 rBV 27753 44472 1.71% 0.182%

21 13.414 989 991 995 rBV 38081 54685 2.10% 0.224%
22 13.745 1017 1020 1028 rBV 244603 402419 15.48% 1.647%
23 13.894 1031 1033 1036 rBV 1240552 1223395 47.05% 5.008%

24 14.065 1045 1048 1053 rBV3 25130 48030 1.85% 0.197%

25 14.362 1072 1074 1075 rBV 26139 29049 1.12% 0.119%

26 14.659 1098 1100 1104 rBV 20013 29202 1.12% 0.120%

27 15.299 1153 1156 1164 rBV 688621 967624 37.22% 3.961%

28 16.145 1228 1230 1238 rVB4 12391 33049 1.27% 0.135%
Sum of corrected areas: 24427885
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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\BF040616\

BF086096 .D

6 Apr 2016 14:06

UM/SJ

H2248-01 TILCONMHDGAOQO5
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF086096.D

6.51

6.38 6.90

5.33 7.31

6.74

4.91

|

0
Time-->

5.00

5.50

6.00

6.50

7.00

7.50

Abundance

2500000

2000000

1500000

8.03

1000000

500000

0

TIC: BF086096.D

12.84

9.78
10.57 11.26

9.50 13.

0.68

|

11.14 13.08 13.41

1
Time--> 8.00

8.50

9.00 9.50

10.50 11.00

11.50 12.00 12.50 13.00

10.00 13.50

Abundance

2500000

2000000

1500000

1000000

500000

0

14.07 14.36 14.66

TIC: BF086096.D

13.89

15.30

16.15

14.

Time-->

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\BF040616\

Data File : BF086096.D

Aca On : 6 Apr 2016 14:06

Operator : UM/SJ

ﬁ?ggle i H2248-01 TILCONMHDGAQ05
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.91 4.26 ng 200854 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 247 (4.910 min): BF086096.D (-245) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.1

| 83.1 460 480 500 5.20
Obrrrprrrrprrer el e e m/z 59.10 62.04%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L L L LB |
59.0 4.60 4.80 5.00 5.20
0
150 1010 m/z 101.10 24 .98%
I 8.0
o} NSNS O NSNS MBSt IR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
R EE e
460 4.80 5.00 5.20
5000 41.0 m/z 58.10 16.72%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3950: 2,3-Butanedione, monooxime R B
43.0 460 480 500 5.20
m/z 41.10 9.15%
5000
101.0
15.0 0
| 280 I 69.0 84.0
o} NN ORI VAN | TSN MM MMM S MM 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\

Data File : BF086096.D

Aca On : 6 Apr 2016 14:06

Operator : UM/SJ

ﬁ?ggle i H2248-01 TILCONMHDGAQ05
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.51 Concentration Rank 1

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

6.51 44_.89 ng 2114200 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 387 (6.510 min): BF086096.D (-385) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 A RSN R LS LA
40.1 541 | 85.0 115.1 6.20 6.40 6.60 6.80
O e R S e e R . (x e m/z 68.10 38.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A AR R LR LA
6.20 6.40 6.60 6.80
2.0 510 m/z 134.10 32.29%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.10 24.39%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole e

132.0 6.20 6.40 6.60 6.80
m/z 96.10 15.84%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086096.D

Aca On : 6 Apr 2016 14:06

Operator : UM/SJ

Sample : H2248-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.75 6.58 ng 402419 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 l17-Pentatriacontene 491 C35H70 006971-40-0 91
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 87
4 1-Docosene 308 C22H44 001599-67-3 87
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 87
Abundance Scan 1020 (13.745 min): BF086096.D (-1017) (-) m/z 57.10 100.00%
57.1
7.1
5000
L UUNIA R SRR DU I
39.2 13.40 13.60 13.80 14.00
0 ....,....,l.}..,.1.8.2.2,....,.?8?'.1,....,....,....,...., m/z 43.10 78.23%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0
5000 AR A A B B
1340 13.60 13.80 14.00
m/z 83.10 73.43%
Olﬁ"{’ll \\ h “3?9”,,“,‘ 280
m/z--> 0 50 200 250 300 350 400 450
Abundance
43.0
13.40 13.60 13.80 14.00
5000 83.0 m/z 55.10 70.42%
. 1250 167.0 2100 267, 0307.0 490.0
m'z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #144923: 2- Chloropropionic acid, octadecy! ester R R
510 o0 g 13.40 13.60 13.80 14.00
' m/z 97.10 65.35%
B JW
oL Ll 201820 200 2070 300
m'z--> 0 50 100 150 200 250 3(')0 350 400 450 ' 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040616\

Data File : BF086096.D

Acq On : 6 Apr 2016 14:06

Operator : UM/SJ

ﬁ?ggle i H2248-01 TILCONMHDGAO05
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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]
2-Pentanone, 4-hy... 4.91 4.3 ng 200854 1 6.74 941893 20.0
unknown6 .51 6.51 44_.9 ng 2114200 1 6.74 941893 20.0
Ethanol, 2-(tetra... 13.75 6.6 ng 402419 5 13.89 1223400 20.0
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