LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086050.D

Aca On > 4 Apr 2016 21:14

Operator : UM/SJ

Sample : H2180-09

Misc :

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-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 5.356 284 286 305 rBY 1316964 1592537 53.00% 7.980%
2 6.407 376 378 387 rBY 1161178 1140736 37.96% 5.716%
3 6.533 387 389 391 rBVY 2583089 2380328 79.21% 11.928%
4 6.762 407 409 412 rBV 763790 658473 21.91% 3.300%
5 6.922 420 423 425 rBV 1886471 2108673 70.17% 10.567%
6 7.333 456 459 461 rBVY 1753510 1672213 55.65% 8.379%
7 8.042 519 521 524 rBV 603714 788765 26.25% 3.953%
8 9.127 613 616 618 rBY 3110707 3004935 100.00% 15.058%
9 9.802 672 675 677 rBV 851660 814296 27.10% 4 .080%
10 10.590 741 744 746 rBVY 1519596 1409619 46.91% 7.064%
11 10.670 749 751 753 rVvV 45464 61542 2.05% 0.308%

12 11.276 802 804 807 rBV 522049 676160 22.50% 3.388%
13 11.859 853 855 862 rvB 68970 111778 3.72% 0.560%
14 12.602 910 920 922 rBV5 14378 46756 1.56% 0.234%
15 12.865 940 943 945 rBV 2385067 2189419 72.86% 10.971%

16 12.899 945 946 951 rVB 91846 87430 2.91% 0.438%
17 13.825 1025 1027 1032 rVB 65404 85981 2.86% 0.431%
18 13.916 1032 1035 1038 rBV 644460 605893 20.16% 3.036%
19 14.659 1098 1100 1103 rBV2 38406 72026 2.40% 0.361%

20 15.322 1155 1158 1162 rVB 369985 448516 14.93% 2.248%

Sum of corrected areas: 19956076

8270-BF040216.M Tue Apr 05 16:19:25 2016 Page: 1



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\BF040416\

BF086050.D

4 Apr 2016 21:14

UM/SsJ

H2180-09

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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\BF040416\
Data File : BF086050.D

Aca On : 4 Apr 2016 21:14

Operator : UM/SJ

Sample : H2180-09

Misc :

ALS Vial : 16 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 unknown6.53 Concentration Rank 1

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

6.53 72.30 ng 2380330 1,4-Dichlorobenzene-d4 6.76
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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 389 (6.533 min): BF086050.D (-387) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 USRS A
40.1 541 | 85.0 | 70 6.20 6.40 6.60 6.80
o S TR I N .- B £ IR | N m/z 68.10 38.90%
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 T T
6.20 6.40 6.60 6.80
2.0 510 m/z 134.10 32.81%
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 6.60 680
5000 67.0 m/z 66.10 24.69%
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
Abundance #14006: 5-Aminoindole R R L
132.0 6.20 6.40 6.60 6.80

m/z 96.10 16.16%

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\BF040416\
Data File : BF086050.D

Aca On : 4 Apr 2016 21:14

Operator : UM/SJ

Sample : H2180-09

Misc :

ALS Vial : 16 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 3 unknownll.86 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.31 ng 111778 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octaethvlene alvcol monododecvl ... 538 C28H5809 003055-98-9 49
2 Pentaethvlene alvcol 238 C10H2206 004792-15-8 47
3 Ethanol. 2.2"-Toxvbis(2.1-ethane... 194 C8H1805 000112-60-7 47
4 Octaethvlene alvcol 370 C16H3409 1000289-34-2 38
5 Triethylene glycol monododecyl e... 318 C18H3804 003055-94-5 38
Abundance Scan 855 (11.859 min): BF086050.D (-853) (-) m/z 45.05 100.00%
458.0
5000 11

124.1
1 1551 1871 11.60 11.80 12.00 12.20

0 m/z 43.10 55.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #170566: Octaethylene glycol monododecy! ether
45.0
5000 89.0 e R e )

11.60 11.80 12.00 12.20
133.0 m/z 71.10  49.49%

166.0 213.0 257.0 301.0

18.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
45.0
89.0 11.60 11.80 12.00 12.20
5000 m/z 89.10 48.74%
o 18.0 1330 1630 1050  239.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #52371: Ethanol, 2,2'-[oxybis(2,1-ethanediyloxy)]bis- .. .A, i ma
45.0 11.60 11.80 12.00 12.20

m/z 57.10 44 _09%

5000
89.0
15.0 | \ 119.0 163.0

QPP o T T T P e e e e e MM

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086050.D

Aca On : 4 Apr 2016 21:14

Operator : UM/SJ

Sample : H2180-09

Misc :

ALS Vial : 16 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 5 Octaethylene glycol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.66 3.21 ng 72026 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octaethvlene alvcol 370 C16H3409 1000289-34-2 80
2 15-Crown-5 220 C10H2005 033100-27-5 72
3 Hexaaol 282 C12H2607 002615-15-8 72
4 1.4.7.10.13.16-Hexaoxacvclooctad... 264 C12H2406 017455-13-9 64
5 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 64
Abundance Scan 1100 (14.659 min): BF086050.D (-1098) (-) m/z 45.05 100.00%
490 591
5000
133.1 207 1 R
171.1 2341 2732 318.1 353.2 14.40 14.60 14.80 15.00
0 m/z 89.10 80.20%
m/z--> 50 100 150 200 250 300 350
Abundance #148152: Octaethylene glycol
45.0
5000 A B A
89.0 14.40 14.60 14.80 15.00
m/z 43.10 44 _97%
133.0
olt?0y Lyl [ 17702070 25102830
m/z--> 50 100 150 200 250 300 350
Abundance
45.0
" 14.40 14.60 14.80 15.00
5000 m/z 87.00 36.78%
89.0
i A -/
m/z--> 50 100 150 200 250 300 350
Abundance #107064: Hexagol
48.0 14.40 14.60 14.80 15.00
89.0 m/z 71.10 31.31%
5000
133.0
o150, | | g ‘ L | 1630 2000 2520 283.0
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF040216.M Tue Apr 05 16:19:28 2016 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040416\
Data File : BF086050.D

Acq On : 4 Apr 2016 21:14

Operator : UM/SJ

Sample : H2180-09

Misc :

ALS Vial : 16 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .53 6.53 72.3 ng 2380330 1 6.76 658473 20.0
unknownll .86 11.86 3.3 ng 111778 4 11.28 676160 20.0
Octaethylene glycol 14 .66 3.2 ng 72026 6 15.32 448516 20.0
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