LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088755.D

Aca On > 7 Jul 2016 1:23

Operator : UM/SJ

Sample : H3880-23

Misc :

ALS Vial : 17 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 165519 257731 7.15% 1.324%
2 1.827 19 21 75 rVvB 1670547 3603353 100.00% 18.517%
3 4.902 288 290 294 rBB 61787 72518 2.01% 0.373%
4 5.336 325 328 330 rBVY 1451924 1350567 37.48% 6.941%
5 6.376 416 419 422 rBV 1083630 1312948 36.44% 6.747%

6.513 428 431 433 rBV 1584913 1469551 40.78% 7.552%
6.742 449 451 453 rVB 467608 523237 14.52% 2.689%
6.902 463 465 467 rBB 1265611 1080876 30.00% 5.555%
7.313 498 501 503 rBvV 853389 973855 27.03% 5.005%
8.033 561 564 566 rBvV 872578 797809 22.14% 4._.100%

=
QO ~NO®

11 9.108 655 658 660 rBY 1950109 1707447 47.38% 8.774%
12 9.508 690 693 695 rvB 108974 152741 4.24% 0.785%
13 9.782 714 717 719 rVB 1010441 907760 25.19% 4 _.665%
14 10.559 783 785 788 rBV 854967 858965 23.84% 4.414%

15 10.696 795 797 801 rBV 35317 44770 1.24% 0.230%
16 11.142 834 836 837 rBV 66539 54581 1.51% 0.280%
17 11.256 843 846 848 rBV 1076889 913626 25.35% 4._.695%
18 11.325 849 852 856 rvB 20458 36095 1.00% 0.185%
19 12.457 949 951 953 rBV 55394 44794 1.24% 0.230%
20 12.685 967 971 973 rBV2 49860 61311 1.70% 0.315%

21 12.834 982 984 987 rVB 1291649 1673665 46.45% 8.601%
22 13.748 1060 1064 1072 rBV3 84586 144553 4.01% 0.743%
23 13.874 1073 1075 1082 rVB 753851 784047 21.76% 4.029%
24 14.377 1116 1119 1124 rBV5 13199 36781 1.02% 0.189%
25 14.868 1160 1162 1167 rVB 59418 99958 2.77% 0.514%

26 15.257 1193 1196 1199 rBV 438644 495660 13.76% 2.547%

Sum of corrected areas: 19459199
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

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

BF088755.D

7 Jul 2016 1:23

UM/SsJ

H3880-23

17 Sample Multiplier: 1

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

Abundance TIC: BF088755.D
1.83
6.51
1500000 5.34
6.90
6.38
1000000
7.31
500000 6.74
1.7
4.90
O L e e e o T L e e s e e e e L B e LI E e e e e o —r
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: BF088755.D
9(11
1500000
12.83
0.78 11.26
1000000 i
8.03 10.56
500000
9.51 10.70 11-1411 - 12.4612.69
ot A
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: BF088755.D
1500000
1000000
13.87
500000 15.26
. 13.7 14.38 14.87
L R e L s S B s T ———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 : BF088755.D

Aca On > 7 Jul 2016 1:23

Operator : UM/SJ

Sample : H3880-23

Misc :

ALS Vial : 17 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 6

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

4.90 2.77 ng 72518 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-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 290 (4.902 min): BF088755.D (-288) (-) m/z 43.10 100.00%
43
59
5000
101 AN R RS N LR
| 83 4.60 4.80 5.00 5.20
) ST O N S — m/z 59.10 62.74%
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 LR UL I I L
59 460 480 500 520
m/z 101.00 22 .43%
31 83 g3 101
O P T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520
5000 M m/z 58.10 16.58%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4—methy|— L L L L BN B |
43 4.60 4.80 5.00 5.20
m/z 41.10 9.66%
5000
101
71
1? 28 56 ‘ 86
e A AR RN RS RS RS NAARA NRARA RARAN SRS BAAA SARSS RARAN AARRY U R R N LR
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\BF070616\
Data File : BF088755.D

Aca On > 7 Jul 2016 1:23

Operator : UM/SJ

Sample : H3880-23

Misc :

ALS Vial : 17 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 unknown6.51 Concentration Rank 2

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

6.51 56.17 ng 1469550 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 431 (6.513 min): BF088755.D (-428) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80
54 : : : :
ol Qe [ sus W Wiz 68.10 42.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LN N R I R
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 33.19%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80
5000 gg 116 m/z 66.10 27.03%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene A e e
132 6.20 6.40 6.60 6.80
m/z 69.10 17.66%
5000
63 81
0 3\1 59 1 ‘\‘ w72\ ‘\ \92 10\]-\112 |
mz-> 40 60 80 100 120 140 160 180 620 640 660 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088755.D

Aca On > 7 Jul 2016 1:23

Operator : UM/SJ

Sample : H3880-23

Misc :

ALS Vial : 17 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 Heptadecyl trifluoroacetate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.75 3.69 ng 144553 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
2 1-Docosene 308 C22H44 001599-67-3 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
4 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 87

Abundance Scan 1064 (13.748 min): BF088755.D (-1060) (-) m/z 57.05 100.00%
57
83
5000 111
3 139 13.40 13.60 13.80 14.00
o} m/z 43.10 78.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57
97
5000 R R A PR B
13 40 13. 60 13.80 14.00
29 125 m/z 83.10 76.41%
o L h L L 154 182 210 238 265283 334
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 3(')0 350 '
Abundance
55
o7 13.40 13.60 13.80 14.00
5000 m/z 55.10 T4 _47%
29
125
0 72 153 181 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecy! ester RN BaEaE
13.40 13.60 13.80 14.00
m/z 97.10 74 .15%
5000
o 2 139 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF088755.D

Acq On > 7 Jul 2016 1:23

Operator : UM/SJ

Sample - H3880-23

Misc :

ALS Vial : 17 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... 4.90 2.8 ng 72518 1 6.74 523237 20.0
unknown6 .51 6.51 56.2 ng 1469550 1 6.74 523237 20.0
Heptadecyl triflu... 13.75 3.7 ng 144553 5 13.87 784047 20.0
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