LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086654.D

Aca On : 3 May 2016 19:48

Operator : UM/SJ

Sample : H2685-14 4X

Misc :

ALS Vial : 44 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-BF042716.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 4.224 184 187 191 rBvV 12207 24565 1.72% 0.147%
2 4.910 245 247 256 rBV 18531 42840 2.99% 0.257%
3 5.333 281 284 293 rBVY 1158402 1159139 80.96% 6.944%
4 5.756 315 321 327 rBV5 6424 23899 1.67% 0.143%
5 6.384 374 376 385 rBVY 1186133 1249838 87.30% 7.487%
6 6.510 385 387 390 rBV 852775 1194626 83.44% 7.156%
7 6.750 406 408 418 rBVY 1276561 1201243 83.90% 7.196%
8 6.910 419 422 424 rBV 728058 876951 61.25% 5.253%
9 7.310 455 457 466 rBV 482337 694355 48.50% 4_.159%
10 7.527 474 476 487 rVB 16716 31305 2.19% 0.188%

11 8.042 518 521 523 rBV 1396875 1422785 99.38% 8.523%
12 9.116 612 615 617 rBV 1288884 1109013 77.46% 6.643%
13 9.516 648 650 652 rBvY 116682 133216 9.30% 0.798%
14 9.733 667 669 671 rBvV 28721 22877 1.60% 0.137%
15 9.790 671 674 676 rBVY 1651209 1431728 100.00% 8.576%

16 10.225 711 712 714 rVB 27315 36961 2.58% 0.221%
17 10.453 728 732 735 rBV 16048 32483 2.27% 0.195%
18 10.579 740 743 745 rBvV2 358216 509541 35.59% 3.052%
19 10.705 752 754 759 rVB 50993 64452 4_50% 0.386%
20 11.151 789 793 794 rBV 31657 30340 2.12% 0.182%
21 11.265 801 803 816 rVB 859495 1115394 77.91% 6.682%
22 11.802 848 850 852 rBvV 17571 18583 1.30% 0.111%
23 12.476 907 909 912 rBV 167574 152995 10.69% 0.916%
24 12.625 918 922 925 rBV5 5870 16386 1.14% 0.098%
25 12.682 925 927 931 rVvVv3 304589 502465 35.10% 3.010%
26 12.762 933 934 936 rVB 61372 49159 3.43% 0.294%
27 12.854 939 942 946 rVvV 719504 712555 49.77% 4.268%
28 12.922 946 948 952 rvv4 14638 33467 2.34% 0.200%
29 13.014 954 956 960 rvv3 9807 24325 1.70% 0.146%
30 13.094 962 963 965 rvv 25647 26070 1.82% 0.156%
31 13.139 965 967 971 rvv3 15602 34717 2.42% 0.208%
32 13.391 987 989 991 rBV 291854 261119 18.24% 1.564%
33 13.437 991 993 994 rBV 43298 39374 2.75% 0.236%
34 13.539 1000 1002 1004 rBV 17678 31225 2.18% 0.187%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086654.D

Aca On : 3 May 2016 19:48

Operator : UM/SJ

Sample : H2685-14 4X

Misc :

ALS Vial : 44 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 13.768 1019 1022 1025 rBV2 69635 103925 7.26% 0.623%

36 13.905 1031 1034 1036 rBV 712784 1160325 81.04% 6.951%

37 14.077 1047 1049 1051 rBV 44937 60153 4._.20% 0.360%
38 14.385 1074 1076 1078 rBV 47851 63073 4.41% 0.378%
39 14.900 1119 1121 1126 rBV 60938 133939 9.36% 0.802%
40 14.991 1127 1129 1132 rVV2 45625 67684 4.73% 0.405%

41 15.300 1153 1156 1158 rBVY 509214 794580 55.50% 4._.760%

Sum of corrected areas: 16693670
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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\BF050316\
: BF086654.D

: 3 May 2016 19:48

: UM/SJ

: H2685-14 4X

: 44 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF086654.D
1500000
6.75
5.33 6.38
1000000
6.51
6.91
500000 7.31
4.22 4.91 L 5.76 L Ls:s
O o i B T B T e L B e e e e e N B e e e e e e I B B
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086654.D
9|79
1500000{ ¢
9.12
1000000
11.26
12.85
500000
10.58
9.52
9. 10.2210.45|10.70 11.15 11.80
O e A e e B e B M e e e IR e e e e e e R e e e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF086654.D
1500000
1000000
13.91 15.30
500000
+rr
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\BF050316\
Data File : BF086654.D

Aca On : 3 May 2016 19:48

Operator : UM/SJ

Sample : H2685-14 4X

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.51 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.51 19.89 ng 1194630 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 387 (6.510 min): BF086654.D (-385) (-) m/z 132.00 100.00%

132.0
68.1
5000
40.0 96.1

i %0 MI 850 | 6.20 6.40 6.60 6.80
0..,....,....,....,....‘i....,!.".'.,..:'.,..'..,...'.,.'!..,....,....,'...,.. m/z 68.10 58.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000

6.20 6.40 6.60 6.80
70.0 m/z 66.10 39.80%

31.0
Mo 880 | 1160 ‘
T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0 [\
69.0

104.0 6.20 6.40 6.60 6.80

5000 ' m/z 134.10 31.27%
31.0 51.0
mmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0 6.20 6.40 6.60 6.80

m/z 69.10 23.65%

5000
63.0
15.0 280 390 520 m 770 999 10401160 |

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086654.D

Aca On : 3 May 2016 19:48

Operator : UM/SJ

Sample : H2685-14 4X

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.39 4.50 ng 261119 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 n-Butvl mvristate 284 C18H3602 000110-36-1 78
3 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 38
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 37

Abundance Scan 989 (13.391 min): BF086654.D (-987) (-) m/z 56.10 100.00%
56.1
5000 AA_
31 129.1 285.3 AR DR PN
185.2 241.2 : 13.00 13.20 13.40 13.60 13.80
—— HF.J“. b, | Aord s L 303 Th/z 57.10 0 62.68%
m'z--> 50 100 150 200 250 300
Abundance #137335: Octadecanoic acid, butyl ester
56.0
5000 SERUMARALUNEUNN
285.0 340.0 13.00 13.20 13.40 13.60 13.80
129.0 m/z 43.10 49.19%
83.0 185.0 241.0 ‘
N 0 I < A - -
mz--> 50 100 150 200 250 300
Abundance
56.0
13.00 13.20 13.40 13.60 13.80
0
5000 7200 m/z 41.10 41.76%
129.0
185.0 284.0
B30 157.0 255.0
mz--> 50 100 150 200 250 300
Abundance #17590: Urea, N,N-di-2-propeny!l- T s e
56.0 13.00 13.20 13.40 13.60 13.80
m/z 55.10 34 .44%
50001 390 J/\M_/L
VL oo
mz--> 50 100 150 200 250 300 ' 13.00 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
Data File : BF086654.D

Acq On : 3 May 2016 19:48

Operator : UM/SJ

Sample : H2685-14 4X

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_M
Quant Title : 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]
unknown6 .51 6.51 19.9 ng 1194630 1 6.75 1201240 20.0
Octadecanoic acid... 13.39 4.5 ng 261119 5 13.91 1160330 20.0
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