LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088391.D

Aca On : 25 Jun 2016 22:03

Operator : UM/SJ

Sample : H3629-06

Misc :

ALS Vial : 41 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-BF060716.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 47 rVB 723524 1464906 82.38% 8.697%
2 4.673 268 270 288 rBV 235347 419858 23.61% 2.493%
3 5.141 309 311 335 rBVY 1129151 1607804 90.42% 9.546%
4 5.553 344 347 354 rVB 18523 27387 1.54% 0.163%
5 6.227 404 406 413 rBV 1166550 1514776 85.19% 8.993%
6 6.330 413 415 418 rBV 1496121 1578404 88.77% 9.371%
7 6.559 433 435 442 rBV 364947 376500 21.17% 2.235%
8 6.719 446 449 451 rBV 1185467 1357567 76.35% 8.060%
9 7.142 483 486 488 rBV 786185 1020224 57.37% 6.057%
10 7.850 546 548 550 rBV 433190 485313 27.29% 2.881%

11 8.925 639 642 645 rBV 1837911 1778172 100.00% 10.557%
12 9.325 675 677 679 rBvV 272304 222084 12.49%% 1.319%
13 9.588 698 700 702 rBV 562749 531867 29.91% 3.158%
14 9.622 702 703 712 rVB 17602 19319 1.09% 0.115%
15 10.376 767 769 772 rBV 806416 934031 52.53% 5.545%

16 10.502 779 780 785 rVB 20963 29058 1.63% 0.173%
17 10.948 818 819 821 rBV 22189 22127 1.24% 0.131%
18 11.062 827 829 834 rBv2 390380 526490 29.61% 3.126%
19 11.142 834 836 839 rvB 18157 24598 1.38% 0.146%
20 11.679 881 883 889 rvB2 13186 25666 1.44% 0.152%

21 12.274 933 935 937 rBV 103694 110374 6.21% 0.655%
22 12.491 952 954 957 rBV 110484 152076 8.55% 0.903%
23 12.651 965 968 970 rBV 1115494 1284726 72.25% 7.627%

24 12.822 980 983 986 rBV 9348 20629 1.16% 0.122%
25 13.554 1045 1047 1054 rBV2 38768 69598 3.91% 0.413%
26 13.691 1055 1059 1066 rBV2 437590 633170 35.61% 3.759%
27 13.874 1071 1075 1076 rBVZ2 10544 21981 1.24% 0.131%
28 14.194 1098 1103 1107 rVB7 11395 37142 2.09% 0.221%
29 14.548 1130 1134 1136 rBv4 6885 18627 1.05% 0.111%
30 14.685 1144 1146 1151 rBV 41484 73587 4.14% 0.437%
31 14.937 1166 1168 1171 rBV 22911 28990 1.63% 0.172%
32 14.994 1171 1173 1175 rVV 34115 40941 2.30% 0.243%
33 15.040 1175 1177 1184 rVV 234926 336974 18.95% 2.001%
34 15.417 1208 1210 1213 rBV4 8847 17989 1.01% 0.107%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088391.D

Aca On : 25 Jun 2016 22:03

Operator : UM/SJ

Sample : H3629-06

Misc :

ALS Vial : 41 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.285 1283 1286 1289 rBV2 12179 30441 1.71% 0.181%

Sum of corrected areas: 16843396
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088391.D

Aca On : 25 Jun 2016 22:03

Operator : UM/SJ

Sample : H3629-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF088391.D
1500000 6.33
5.14 6.23 6.72
1000000
170 7.14
500000
6.56
4.67
5.55 L
-
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: BF088391.D
8|92
1500000
12.65
1000000
10.38
9.59
500000 7.85 11.06
9.32
12.2712.49 .
. 62 050  10.9\1.14 11.68 LA L1282 13!
—r————r—t - e S e
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: BF088391.D
1500000
1000000
500000113.69
15.04
13.87 1419 14.84:6914989 1542 16.29
A B e e e e e L S B e e e e e e e e e e e e L B B e I B e e e e o e
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\BF062516\
Data File : BF088391.D

Aca On : 25 Jun 2016 22:03

Operator : UM/SJ

Sample : H3629-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.67 22.30 ng 419858 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 270 (4.673 min): BF088391.D (-268) (-) m/z 43.00 100.00%

43
59
5000
101

51 | 83 4.40 460 480 500
o) SEMNY 1 AP A m/z 59.10 68.24Y%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

440 4.60 4.80 5.00
m/z 101.10 26.04%

o 3‘1 83 931C‘)1
T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
B L Rma
4.40 4.60 4.80 5.00
5000 18 m/z 58.00 17.36%
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R b A RREE o ....
59 4.40 4.60 480 500

m/z 41.10 9.17%

5000 41
68
1| 50 | 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00

o

8270-BF060716.M Mon Jun 27 18:37:44 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088391.D

Aca On : 25 Jun 2016 22:03

Operator : UM/SJ

Sample : H3629-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.33 Concentration Rank 1

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

6.33 83.85 ng 1578400 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 415 (6.330 min): BF088391.D (-413) (-) m/z 132.00 100.00%
132
5000 68 k
6 TTTrrrT T T T T
40 54 | 75 104 6.00 6.20 6.40 6.60
o..,....,....,....,".'..?,::..??...'....,..5.‘.7,....,.':..,.1.1.5.,...., - m/z 68.10 40.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
5000 IBENABE R AR SRR
6.00 6.20 6.40 6.60
104 m/z 134.00 32 .45%
oL 14 27 37 4451 58 % 71 8597 | 115 |
> B % % 4 B 6 T e % 10 110 135 1% 1%
Abundance
132
97 6.00 620 640 6.60
5000 o m/z 66.10 25.89%
52
0 st 44 60 78 g 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 6.00 6.20 6.40 6.60
m/z 69.10 16.67%
5000
33 a4 o 97 105
0 "P"'I""I"'W""?%"ﬁq"'I"T?I'ﬁql""l""l}iﬁl""l""'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088391.D

Aca On : 25 Jun 2016 22:03

Operator : UM/SJ

Sample : H3629-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 5 17-Pentatriacontene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
1355  2.20ng 69598  Chrysene-di2 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 70

007365-36-8 64
006222-06-6 64
018435-45-5 64
000661-19-8 64

2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702
3 Pentafluoropropionic acid. tetra... 360 C17H29F502
4 1-Nonadecene 266 C19H38

5 Behenic alcohol 326 C22H460

Abundance Scan 1047 (13.554 min): BF088391.D (-1045) (-) m/z 57.10 100.00%
57 83
230
5000 111
202 M N e
|139 “ 13.20 13.40 13.60 13.80
) N I m/z 83.10 88.19%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
5000 83 T[rrrrprr i rrrrr[rrror1
13.20 13.40 13.60 13.80
11 m/z 230.10 81.79%
0 ‘M Md\$\439167196224 267292 321 462 490
T T e e e T [ T e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
83
13.20 13.40 13.60 13.80
5000 11 m/z 43.10 81.04%
29 169
O e T o o o o o e I LA A I e o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester B e e e e R
57 g3 13.20 13.40 13.60 13.80
m/z 97.10 79.57%
5000 111
29 168196
140
m/z—-> 0 50 100 150 200 250 300 350 400 450 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062516\
Data File : BF088391.D

Acq On : 25 Jun 2016 22:03

Operator : UM/SJ

Sample - H3629-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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._.67 22.3 ng 419858 1 6.56 376500 20.0
unknown6 .33 6.33 83.8 ng 1578400 1 6.56 376500 20.0
17-Pentatriacontene 13.55 2.2 ng 69598 5 13.69 633170 20.0
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