LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51 Instrument :
Operator : TP/I1Z BNA_F

Sample - G2877-03 ClientSampleld :
Misc : DCW-WW-154-7215
ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF070615.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 height area % max. total
1 2.212 8 11 27 rvB 930104 1780220 100.00% 12.546%
2 2.430 27 30 33 rvB 703255 934848 52.51% 6.588%
3 5.436 290 293 300 rBvV 107652 130040 7.30% 0.916%
4 5.836 326 328 330 rBV 394560 406710 22.85% 2.866%
5 6.236 361 363 366 rvB 48643 39466 2.22% 0.278%
6 6.830 413 415 418 rBV 327145 275773 15.49% 1.944%
7 6.990 427 429 432 rBY 957539 842200 47.31% 5.935%
8 7.230 448 450 452 rBVY 253060 204956 11.51% 1.444%
9 7.390 462 464 466 rVB 903378 832600 46.77% 5.868%
10 7.790 496 499 501 rBV 468472 585891 32.91% 4.129%
11 7.893 506 508 510 rBvV 30943 24706 1.39% 0.174%
12 8.522 561 563 565 rBvY 293010 270087 15.17% 1.903%
13 9.470 643 646 650 rBV 19124 22983 1.29% 0.162%
14 9.596 654 657 659 rVvB 1796624 1451381 81.53% 10.229%
15 9.802 671 675 681 rBV5 6516 22787 1.28% 0.161%
16 9.985 689 691 692 rBV 54622 41963 2.36% 0.296%
17 10.076 697 699 705 rvv 22827 39051 2.19% 0.275%
18 10.202 706 710 712 rvv2 18678 30074 1.69% 0.212%
19 10.293 716 718 720 rVB 220795 304923 17.13% 2.149%
20 10.853 765 767 772 rVB3 15499 31779 1.79% 0.224%
21 10.945 772 775 779 rVB 33411 61841 3.47% 0.436%
22 11.025 779 782 785 rBV 39347 88573 4._98% 0.624%
23 11.082 785 787 789 rVV 866642 875424 49.18% 6.170%
24 11.116 789 790 794 rvv2 28048 37891 2.13% 0.267%
25 11.173 794 795 798 rvv 12430 18226 1.02% 0.128%
26 11.242 799 801 803 rvB 17352 24667 1.39% 0.174%
27 11.791 847 849 851 rBV 363490 348266 19.56% 2.454%
28 11.939 855 862 863 rBvV2 25567 47675 2.68% 0.336%
29 12.008 866 868 872 rvv2 37012 89942 5.05% 0.634%
30 12.168 874 882 884 rvv4 34668 155622 8.74% 1.097%
31 12.225 884 887 892 rvVB 43538 82804  4.65% 0.584%
32 12.305 892 894 896 rBvV2 11232 18567 1.04% 0.131%
33 12.854 940 942 947 rBvV 40078 87578 4.92% 0.617%

34 13.048 954 959 963 rBVvV2 50874 117356 6.59% 0.827%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51 Instrument :
Operator : TP/I1Z BNA_F

Sample - G2877-03 ClientSampleld :
Misc : DCW-WW-154-7215
ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF070615.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.128 963 966 970 rvv4 14191 32126 1.80% 0.226%
36 13.219 970 974 977 rVvVv3 16754 47952 2.69% 0.338%
37 13.448 992 994 997 rBV 1191652 1618402 90.91% 11.406%
38 13.494 997 998 1002 rVB 21770 21983 1.23% 0.155%

39 13.562 1002 1004 1006 rBV2 138734 237558 13.34% 1.674%
40 13.608 1006 1008 1010 rVvv2 111985 203900 11.45% 1.437%

41 13.642 1010 1011 1013 rVV 79562 90204 5.07% 0.636%
42 13.711 1013 1017 1020 rVv4 85726 250821 14.09% 1.768%
43 13.768 1020 1022 1025 rVV 133099 212865 11.96% 1.500%
44 13.814 1025 1026 1030 rVvV 55924 90941 5.11% 0.641%
45 13.882 1030 1032 1034 rVB 158375 196079 11.01% 1.382%

46 14.488 1083 1085 1094 rBV 30916 72185 4 ._.05% 0.509%

47 14.659 1098 1100 1101 rBV 27696 34913 1.96% 0.246%

48 14.694 1101 1103 1105 rVvB 267571 364239 20.46% 2.567%

49 14.854 1114 1117 1119 rBvV2 13923 22379 1.26% 0.158%

50 16.500 1258 1261 1264 rBV 207336 335827 18.86% 2.367%

51 18.671 1447 1451 1455 rVB 11951 29989 1.68% 0.211%
Sum of corrected areas: 14189233
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF070615\

BFO80

358.D

6 Jul 2015 21:51

- TP/1Z
- 62877

17

-03

Sample Multiplier: 1

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

DCW-WW-154-7215

Abundance TIC: BF080358.D
1500000
2.21
1000000 6.99 7.39
2.43
7.79
500000 584 s
' 7.23 85
5.44 6.24 789
77—t — A
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF080358.D
9(60
1500000
13.45
1000000
11.08
500000
11.79
14.69
10.29 ! a8
9.47| 9.80°% 10! 24 11200332%, 12833802 113. Bl 14.424/664.85
O L s e e e e e e e L B e B e e e o oo e e B e B T UL e B e e e e e e e L B
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF080358.D
1500000
1000000
500000
16.50
18.67
(O L o e e e e e e e e e B e e e i B B B e e B o o e e o B e ey B e B e B e e B
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\
Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

2.43 91.22 ng 934848 1,4-Dichlorobenzene-d4 7.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 30 (2.430 min): BF080358.D (-27) (-) m/z 73.10 100.00%
7B
5000 43
55 87
37 o7 220 240 260 2.80
Ol sl ST m/z 43.05  39.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 TTrrrrf T
43 220 240 260 2.80
55 87 m/z 55.10 27.09%
0 2 L wm
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
73
R 87 220 240 260 280
5000 m/z 87.10 25.23%
29
15 67 97
G S R A S RS AR RS RS NS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8155: 3-Pentanol, 2,4-dimethyl- — T
7B 220 240 260 2.80
m/z 41.05 12 .50%
5000 55
43
27
o1 \usm‘\ I__67 )l 8 98 115
m/z--> 10 2 0 40 50 60 70 8 90 100 110 120 220 240 260 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03 s s
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.44 12.69 ng 130040 1,4-Dichlorobenzene-d4 7.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 293 (5.436 min): BF080358.D (-290) (-) m/z 43.10 100.00%
43
59
5000
101
520 5.40 5.60 5.80
83
3 S ..:|,....,~....-,|....,....,....,....,....,?0.7.. m/z 59.10 54.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS LR I L L
520 5.40 5.60 5.80
59 m/z 101.10 20.08%
2\7\ Il H 70 83 i
e S L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 520 540 560 580
5000 m/z 58.10 16.28%
29 101
o 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime R Emas e Bamas B
43 520 5.40 5.60 5.80
m/z 41.10 8.58%
5000
101
15 31 | 58 g9 gp A
miz--> 20 40 60 80 100 120 140 160 180 200 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03 s s
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
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 4 unknown6.99 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.99 82.18 ng 842200 1,4-Dichlorobenzene-d4 7.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 429 (6.990 min): BF080358.D (-427) (-) m/z 132.00 100.00%
5000

6.60 6.80 7.00 7.20 7.40

01 m/z 68.10 47 .68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI L L L L L L B L LB L
6.60 6.80 7.00 7.20 7.40
0
a1 51 78 m/z 134.00  32.95%
38
0 ‘ 1 H N !
T T R T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
T
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 29.95%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e L e
132 6.60 6.80 7.00 7.20 7.40

m/z 69.10 18.92%

5000

104
66
14 27 37445158 7 7T g9 97 | 115 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 660 6.80 7.00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\
Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 6 unknownl10.94 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.94 4_.06 ng 61841 Acenaphthene-d10 10.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 38
2 Cyclotetradecane 196 C14H28 000295-17-0 35
3 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 25
4 Cyclopentane, l-ethyl-2-methyl- 112 C8H16 003726-46-3 25
5 Cyclopentane, propyl- 112 C8H16 002040-96-2 18

Abundance Scan 775 (10.945 min): BF080358.D (-772) (-) m/z 57.10 100.00%
43
69
5000 83
|| 2 10,60 10.80 11.00 11.20
0 .m,...w....,”..,.”.,..”,. m/z 43.10 81.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3351: Cyclopropane, 1,1,2,3-tetramethyl-
43
83
5000 UL UL SRR
71 o8 10,60 10.80 11.00 11.20
‘ m/z 55.10 75.48%
”"I”"I”"I'”'I'”'I'”'I'”'I'”'I"”I"”I'
m/z--> 60 80 100 120 140 160 180 200
Abundance
41 55
69 RN SN U
83 10.60 10.80 11.00 11.20
0,
5000 29 97 m/z 69.10 65.00%
111
o 125 139 153 168 196
m/z--> 20 40 ' 80 100 120 140 160 180 200
Abundance #6654: Cyclopentane, 1-ethyl-2-methyl-, cis- T
41 55 83 10.60 10.80 11.00 11.20
m/z 45.10 55.16%
70
5000 o7
. ‘ ‘ o7 112
0"'“IJ"=L'NJIJ“'I"'JI'”'I""I”"I""P"'I' NN SRS BN
m/z--> 20 40 6 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03 s s
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
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 7 Pentafluoropropionic acid, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.02 5.81 ng 88573 Acenaphthene-d10 10.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, undec... 318 C14H23F502 1000283-04-0 74
2 Heptafluorobutyric acid,n-tridec... 396 C17H27F702 1000216-78-9 72
3 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 64
4 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 58
5 Cyclohexane, 1,l1-dimethyl-2-propyl- 154 C11H22 081983-71-3 49
Abundance Scan 782 (11.025 min): BF080358.D (-779) (-) m/z 69.10 100.00%
43 g7
84
5000 97
111 S IV R ma e
12|5 1‘7’4 10.80 11.00 11.20 11.40
of L — m/z 57.10 96.81%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #126783: Pentafluoropropionic acid, undecyl ester
43 55 69
83
97
5000 R SURIUL SO SURIURE BN
119 10.80 11.00 11.20 11.40
29 15 m/z 43.10 90.67%
T i I }pLa,I las 1 armr 1%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
43
57 R SURIUL SO SURIURE BN
69 10.80 11.00 11.20 11.40
5000 m/z 55.10 79.76%
83
97
o 1 925 139 154 169 182
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #25878: 1-Ethyl-2,2,6-trimethylcyclohexane R B EREE R
69 10.80 11.00 11.20 11.40
4 5B m/z 45.10 67.48%
5000 84
29
‘ ‘ o7 1 139 174
0,.L.JHLJM,NM”¢W..MP.M.,n”.h...w....,”..,... /AN A
miz-> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03 s s
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
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 8 Pentafluoropropionic acid, ... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.01 5.17 ng 89942 Phenanthrene-d10 11.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 81
2 Pentafluoropropionic acid, tride... 346 C16H27F502 1000280-07-3 80
3 Acetic acid, trifluoro-, tetrade... 310 C16H29F302 006222-02-2 74
4 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 72
5 1-Butene, 2-ethyl-3-methyl- 98 C7H14 007357-93-9 38
Abundance Scan 868 (12.008 min): BF080358.D (-866) (-) m/z 55.10 100.00%
43 9B 69
83
97
5000
125
111 LRI BN SRR SURIURN B
11.60 11.80 12.00 12.20 12.40
o} T m/z 57.10 99.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #144747: Pentafluoropropionic acid, tetradecy! ester
8
5000 69 UL R SR SRR
29 11.60 11.80 12.00 12.20 12.40
m/z 69.05 88.85%
. L) ‘ ‘\‘M L 125 140 154 168 196
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
a3
11.60 11.80 12.00 12.20 12.40
5000 69 m/z 43.10 81.46%
29 83
o M1 125 140 154 182
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #122754: Acetic acid, trifluoro-, tetradecyl ester I RREEEEEES T
43 11.60 11.80 12.00 12.20 12.40
55 m/z 41.10 69.10%
69
5000
83
97
111
o L, m“ ‘ﬂ‘ ll L‘ 125 140 155 168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12,00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03 s s
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
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 9 unknownl2.17 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.17 8.94 ng 155622 Phenanthrene-d10 11.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptadecanol 256 C17H360 016813-18-6 43
2 Triethylene glycol monododecyl e... 318 C18H3804 003055-94-5 38
3 15-Crown-5 220 C10H2005 033100-27-5 35
4 1,4,7,10,13,16-Hexaoxacyclooctad. .. 264 C12H2406 017455-13-9 35
5 Heptaethylene glycol monododecyl... 494 C26H5408 003055-97-8 32
Abundance Scan 882 (12.168 min): BF080358.D (-874) (-) m/z 57.10 100.00%
7
5000 41
11,80 12,00 12.20 12.40
Obrrrr s m/z 45.10 84 .83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92314: 2-Heptadecanol
45
5000
11.80 12.00 12.20 12.40
71 97 m/z 55.05 71.21%
o 29 125139154168 196210 238 754
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
11,80 12,00 12.20 12.40
5000 71 89 m/z 69.10 63.90%
29
oL15 11195 1511 193197212 220243 287
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68915: 15-Crown-5 R e EEaE L
45 11.80 12.00 12.20 12.40
m/z 41.10 51.31%
5000
89
28 73
MO I -5 2 N D et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03 s s
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
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 10 3,5-Dimethyl-2-octanol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.22 4.76 ng 82804 Phenanthrene-d10 11.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Dimethyl-2-octanol 158 C10H220 019781-09-0 53
2 Methoxyacetic acid, 2-ethylhexyl... 202 C11H2203 1000282-41-4 50
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 35
4 2-Pentadecanol 228 C15H320 001653-34-5 30
5 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 22
Abundance Scan 887 (12.225 min): BF080358.D (-884) (-) m/z 57.10 100.00%
45
5000
97 125 LRI SULILLE SURBURE I I
‘| 12 154 12.00 12.20 12.40 12.60
Orrrprerrrrrrpreey el m/z 45.10 70.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28243: 3,5-Dimethyl-2-octanol
45
71
55
5000 A UNARAARARRA A ks
12.00 12.20 12.40 12.60
29 84 o, 112 m/z 71.10 62.02%
0 “l'“%?“'Hﬁ"jb"w'hJW'““|L"vkkw"Ll'“'ﬂh"v"w"iﬂg"v"w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
& HRRRN SURIULR SO ISR BN
45 12.00 12.20 12.40 12.60
5000 m/z 55.10 51.89%
112
29 83
0 37 91 104 127 143 157
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12303: Hexane, 2,3,4—trimethy|— LINLL I L L  BL
43 12.00 12.20 12.40 12.60
m/z 43.10 51.23%
5000 57 11 g5
2
oo 14 1 || A ™ 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12,00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03 s s
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
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 11 1-Hexadecanol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.85 5.03 ng 87578 Phenanthrene-d10 11.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 1-Hexacosanol 382 C26H540 000506-52-5 90
3 11-Tricosene 322 C23H46 052078-56-5 90
4 1-Tetracosanol 354 C24H500 000506-51-4 90
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 87
Abundance Scan 942 (12.854 min): BF080358.D (-940) (-) m/z 55.10 100.00%
55
83
5000
111
l | 1260 1280 13.00 13.20
o - m/z 43.10 95.57%
m/z--> 50 100 150 200 250 300 350
Abundance #83793: 1-Hexadecanol
55
83
5000 LRI UL SULELLS SN B
nmnmnmnm
11 m/z 57.10 79.07%
OII\H‘I‘\\‘ ‘ h \H \‘\‘}39 168 196 224 T
m/z--> 200 250 300 350
Abundance
43
1260 1280 13.00 13.20
5000 83 m/z 83.10 75.67%
18 111
o 65 139 168 196 224 252 278 308 336 364
m/z--> éo 160 150 260 250 360 3éo
Abundance #129062: 11-Tricosene RN mAR T B S
43 12.60 12.80 13.00 13.20
m/z 69.05 75.18%
5000
111
o 140 168 196 224243 266 294 322
m/z--> 50 200 250 300 3éo 12. 60 12. 80 13. oo 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03 s s
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
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 12 unknownl1l3.05 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.05 6.74 ng 117356 Phenanthrene-d10 11.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethylene glycol 238 C10H2206 004792-15-8 43
2 2-Heptadecanol 256 C17H360 016813-18-6 27
3 2-Tetradecanol 214 C14H300 004706-81-4 27
4 Heptane, 3,3-dimethyl- 128 C9H20 004032-86-4 14
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 14

Abundance Scan 959 (13.048 min): BF080358.D (-954) (-) m/z 45.05 100.00%

45

5000

12.80 13.00 13.20 13.40

0 m/z 57.10 86.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #80589: Pentaethylene glycol
45
89
5000

12.80 13.00 13.20 13.40
m/z 71.10 53.86%

59
o B3| 75 ‘\ 103 119133147 163177 195208 239
VIR R IS i | Sy RN 4
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
45
N
12.80 13.00 13.20 13.40
5000 m/z 43.10 48.07%
71 97
29 58 111
o 84 125139 154168182196 210 224 238 254
SNBSS S A R s A bl S el s
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65755: 2-Tetradecanol R AR RRRES T
45 12.80 13.00 13.20 13.40
m/z 89.10 41 .91%
5000
69 83 97
29
0 h‘ ‘\ H ‘ ‘H u 11\1 12\5 139 168 196
..w.”.“.”,”” M MR NN MM MM MMM
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03 s s
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
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 13 Pyrrolo[l1,2-a]-1,3,5-triazi... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.56 13.04 ng 237558 Chrysene-di12 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrrolo[1,2-a]-1,3,5-triazine-7-... 223 C9H9N304 054449-89-7 64
2 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H3003 002315-61-9 49
3 Ketoprofen di-methyl derivative 282 C18H1803 1000137-08-9 25
4 8-Amino-2-naphthalenesulfonic acid 223 C10H9NO3S 000119-28-8 22
5 Benzenamine, N,N-dimethyl-4-(2-p... 223 C16H17N 001145-73-9 22
Abundance Scan 1004 (13.562 min): BF080358.D (-1002) (-) m/z 223.20 100.00%
23
135
5000
237
149 279 13.20 13.40 13.60 13.80
209
ol 177193 X m/z 135.10 62.97%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71811: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
223
135
178
5000
151 13.20 13.40 13.60 13.80
m/z 45.05 51.09%
195
0 AU SR D B ""H"'U IR SRR DA B B B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
223
. 13.20 13.40 13.60 13.80
5000 m/z 107.10 27 .71%
45 107
o 59 7791 151 173187 208 | 237 279294
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107472: Ketoprofen di-methy! derivative A . M
223 1320 13.40 13.60 13.80
m/z 237.20 24 .21%
5000
47 105
195 282
0 51 ‘ 91 | 131145 165179 | 209 250 268 |
m/z--> 40 60 80 160 120 140 160 180 200 220 240 260 280 300 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03 s s
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
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 14 unknownl3.61 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.61 11.20 ng 203900 Chrysene-di12 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 1,2,3-trimethoxy-4-phenyl- 224 C13H2003 020637-30-3 22
2 7-Amino-3-phenylcoumarin 237 C15H11NO2 004108-61-6 14
3 1-(1-Adamantyl)-2-trimethylsilyl._.. 252 C15H280Si 1000283-09-0 14
4 Pyrrolo[l,2-a]-1,3,5-triazine-7-... 223 C9H9N304 054449-89-7 12
5 Thiomorpholine, 4-(4-methoxyphen... 209 C11H15NOS 110195-98-7 11
Abundance Scan 1008 (13.608 min): BF080358.D (-1006) (-) m/z 45.10 100.00%
45
237
5000
13.20 13.40 13.60 13.80 14.00
Orprer m/z 237.20 67 .82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72153: Butane, 1,2,3-trimethoxy-4-pheny!-

45 135

5000 LIS N N B B B B B §
13.20 13.40 13.60 13.80 14.00
m/z 223.20 62.78%
Obrrrritis
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
237
13.20 13.40 13.60 13.80 14.00
5000 209 m/z 135.10 56.07%
104 180
51 77 127 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #89613: 1-(1-Adamantyl)-2-trimethylsilyloxyethane
237 13.20 13.40 13.60 13.80 14.00
- 135 m/z 209.10 48 .57%
5000
41
161
N I BT S B NNVt SV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13 40 13. 60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\
Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 15 unknownl3.64 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.64 4.95 ng 90204 Chrysene-di12 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Coumarine, 6-amino-3-phenyl- 237 C15H11NO2 021408-16-2 43
2 (E)-2-Fluoro-3-(4-N,N-dimethylam. .. 237 C13H16FNO2 110915-65-6 43
3 [1,2,4]Triazolo[1,5-b]Jisoquinoli... 237 C13H11N5 132011-89-3 43
4 Pyrido[2,3-d]pyrimidin-5(8H)-one... 237 C14H11N30 161465-98-1 43
5 2-Indolinone, 3-[(o-aminophenyl)... 237 C14H11N30 033829-08-2 38
Abundance Scan 1011 (13.642 min): BF080358.D (-1010) (-) m/z 237.20 100.00%
37
121 209
5000 45
149
279 —— ”,, I VO
65 91 175 252 308 1340 13.60 13.80 14.00
0 m/z 209.10 61.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #80427: Coumarine, 6-amino-3-phenyl-
237
209
5000 LB BULRILE BN UL S
180 1340 13.60 13.80 14.00
90 152 m/z 121.10 60.54%
B Y I A P A T N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
237
208
13.40 13.60 13.80 14.00
5000 m/z 45.10 49 _.43%
29 5 75 101130 148164 192
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #80326: [1,2,4] Triazolo[1,5-b]isoquinoline-2-acetonitrile, ... e
237 13.40 13.60 13.80 14.00
m/z 107.10 43.59%
5000 209
39
89 141
0..:!-.5|....‘ ”\ \IH \I\ \\u ih I‘\ il 'im"'"‘ ?‘79 .:.I'.. S N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00

8270-BF070615.M Tue Jul 07 15:41:44 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03 s s
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
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 16 unknownl3.71 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.71 13.77 ng 250821 Chrysene-di12 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 lIsophthalic acid, 2,4-dimethoxy-... 446 C23H2609 019314-77-3 32
2 2-Amino-10-o0x0-10H-9-o0xa-1-aza-a... 237 C13H7N302 061424-81-5 25
3 (BE)-2-Fluoro-3-(4-N,N-dimethylam... 237 C13H16FNO2 110915-65-6 22
4 9,10-Anthracenedione, l-amino-2-... 237 C15H11NO2 000082-28-0 22
5 7-Phenyl-7H-triazolo[e]benzofurazan 237 C12H7N50 035142-93-9 22
Abundance Scan 1017 (13.711 min): BF080358.D (-1013) (-) m/z 237.20 100.00%
237
sooo{ ~ 4° 107
149 265
7n i l 175 207 13.40 13.60 13.80 14.00
o} L o I o I m/z 45.10 49.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163915: Isophthalic acid, 2,4-dimethoxy-6-methyl-, 3-meth...
237
5000 USRI B SRR
13.40 13.60 13.80 14.00
45 m/z 107 .05 40.73%
o .69%01 149 T 415
m/z--> 50 100 150 200 250 300 350 400
Abundance
237
13.40 13.60 13.80 14.00
5000 m/z 223.20 36.09%
121
63 209
39 92 154 181
Ol e o e T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #80339: (E)-2-Fluoro-3-(4-N,N-dimethylaminephenyl)-propeno...
37 13.40 13.60 13.80 14.00
208 m/z 149.10 28.95%
5000
0 2\‘9 \51 7? ]:0:!.- Jtl3l4u] 1§4 J‘L
mz-> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00

8270-BF070615.M Tue Jul 07 15:41:45 2015 S Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\
Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 17 unknownl3.77 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.77 11.69 ng 212865 Chrysene-di12 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrrolo[1,2-a]-1,3,5-triazine-7-... 223 C9H9N304 054449-89-7 86
2 Glycine, N-(2-methoxybenzoyl)-, ... 223 C11H13NO4 027796-49-2 45
3 3-Phenyl-2-(1-phenyl-ethyl)-2,3-_... 328 C22H20N20 346638-83-3 38
4 Benzenamine, N,N-dimethyl-4-(2-p... 223 C16H17N 001145-73-9 38
5 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H3003 002315-61-9 38
Abundance Scan 1022 (13.768 min): BF080358.D (-1020) (-) m/z 223.20 100.00%
135
5000
45
91 107 161 279 13.40 13.60 13.80 14.00
Ob eyt b b e Rt theb e prrarererprerpee || M7z 135,10 62.51%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71811: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
223
135
178
5000
151 13.40 13.60 13.80 14.00
m/z 45.10 25.23%
195
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
135
13.40 13.60 13.80 14.00
5000 m/z 224.20 14.97%
90
ol 44 64 106 164 192 223
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1
Abundance #131953: 3-Phenyl-2-(1-phenyl-ethyl)-2,3-dihydro-1H-quinaz... A
223 13.40 13.60 13.80 14.00
m/z 107.00 11.46%
5000
77 120
34 51 104 147 167 193 293 328
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00

8270-BF070615.M Tue Jul 07 15:41:46 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03 s s
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
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 18 unknownl3.81 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.81 4.99 ng 90941 Chrysene-di12 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Dimethylamino-1,3,7-trimethyl-__. 237 C10H15N502 078146-62-0 43
2 (E)-2-Fluoro-3-(4-N,N-dimethylam. .. 237 C13H16FNO2 110915-65-6 35
3 7-Amino-3- phenylcoumarln 237 C15H11NO2 004108-61-6 32
4 1,2,4-Oxadiazol-3-amine, N,5-dip... 237 C14H11N30 058599-06-7 30
5 Coumarin-6-ol, 3,4-dihydro-4,4-d 237 C11H11NO5 1000126-61-0 27
Abundance Scan 1026 (13.814 min): BF080358.D (-1025) (-) m/z 237.20 100.00%
237
45
5000
107 149
I R 13010 1960 1980 1400 1670
0 #ﬁ- m/z 45.10 49 _.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80183: 8-Dimethylamino-1,3,7-trimethyl-3,7-dihydropurine-...
237
222
5000 R R A S B

13.40 13.60 13.80 14.00 14.20
m/z 107.05  39.29%

137
H\ M [ \ 1]\-\9 152 165 179 193 2?8 l ‘

0.”,”.w.”.“.”,”.w.u.“.”,”.w.”.“.” Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
237
208
13.40 13.60 13.80 14.00 14.20
5000 m/z 149.10 34.22%
29 164 192
L5 7 42 6375 gol0l 120134148 7 yg 222
T T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 A
Abundance #80423: 7-Amino-3-phenylcoumarin R o e M
237 13.40 13.60 13.80 14.00 14.20
m/z 43.10 15.27%
5000 209
104 180
o 51 77 | 127139182165 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13. 40 13. 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03 s s
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
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 19 unknownl3.88 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.88 10.77 ng 196079 Chrysene-di12 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 43
2 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 38
3 Undecane, 2,2-dimethyl- 184 C13H28 017312-64-0 38
4 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 37
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 37
Abundance Scan 1032 (13.882 min): BF080358.D (-1030) (-) m/z 57.10 100.00%
57
5000
73 267285
3 97 129 157 185 5y 241 13.60 13.80 14.00 14.20
o} m/z 56.10 82 .48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 Wﬁ%ﬁ
13.60 13.80 14.00 14.20
29 129 - m/z 43.10 38.26%
267
o B I | HL‘WIwMIpyIHI ”}?le}éﬁl 3??..34E...k..ﬂ.” ?}?..349.
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
| 13.60 13.80 14.00 14.20
5000 m/z 41.10 30.98%
o 29 85 127 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #45582: Undecane, 2,2-dimethyl- e B R mas B S
57 13.60 13.80 14.00 14.20
m/z 285.30 27 .47%
5000
0 290 ] /85 126 169
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51

Operator : TP/1Z

Sample : G2877-03 s s
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615_.M
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 20 Trifluoroacetic acid, n-oct... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.49 3.96 ng 72185 Chrysene-di12 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 86
2 l-Hentetracontanol 593 C41H840 040710-42-7 83
3 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI102 052132-58-8 72
4 Dichloroacetic acid, tetradecyl ... 324 C16H30CI202 083005-02-1 64
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 64
Abundance Scan 1085 (14.488 min): BF080358.D (-1083) (-) m/z 57.10 100.00%
57
97
5000
1] 26 14.20 14.40 14.60 14.80
OI”'I'A'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I' m/z 43.10 80.05%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43
5000 83 L S B I S
1420 14.40 14.60 14.80
m/z 55.05 65.37%
25
Ol""|“MMwiﬁm“l%gg'?%q'???"'l'“'l'"'l""l“"|""|""|'
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
. 14.20 14.40 14.60 14.80
5000 m/z 83.10 55.56%
. 18 139 181 203 278 320 362 404 446 488518 572 \NJWvMW\vMMAj\\h/Mqu\A\w
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127050: Acetic acid, chloro-, hexadecyl ester B A RRREE R
43 14.20 14.40 14.60 14.80
m/z 97.10 53.03%
- Lﬁfﬂdwﬂkr\ww/\\Jvﬁuwfwmk\
O B AN RS ma
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 1420 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF070615\

Data File : BF080358.D

Acq On : 6 Jul 2015 21:51 Instrument :
Operator : TP/I1Z BNA_F

Sample - G2877-03 ClientSampleld :
Misc : DCW-WW-154-7215
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070615.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]
Butane, 2-methoxy... 2.43 91.2 ng 934848 1 7.23 204956 20.0
2-Pentanone, 4-hy... 5.44 12.7 ng 130040 1 7.23 204956 20.0
unknown6 .99 6.99 82.2 ng 842200 1 7.23 204956 20.0
unknown10.94 10.94 4.1 ng 61841 3 10.29 304923 20.0
Pentafluoropropio... 11.02 5.8 ng 88573 3 10.29 304923 20.0
Pentafluoropropio... 12.01 5.2 ng 89942 4 11.79 348266 20.0
unknownl2.17 12.17 8.9 ng 155622 4 11.79 348266 20.0
3,5-Dimethyl-2-o0c... 12.22 4.8 ng 82804 4 11.79 348266 20.0
1-Hexadecanol 12.85 5.0 ng 87578 4 11.79 348266 20.0
unknownl13.05 13.05 6.7 ng 117356 4 11.79 348266 20.0
Pyrrolo[1,2-a]-1,... 13.56 13.0 ng 237558 5 14.69 364239 20.0
unknownl13.61 13.61 11.2 ng 203900 5 14.69 364239 20.0
unknownl13.64 13.64 5.0 ng 90204 5 14.69 364239 20.0
unknownl13.71 13.71 13.8 ng 250821 5 14.69 364239 20.0
unknownl13.77 13.77 11.7 ng 212865 5 14.69 364239 20.0
unknownl13.81 13.81 5.0 ng 90941 5 14.69 364239 20.0
unknownl13.88 13.88 10.8 ng 196079 5 14.69 364239 20.0
Trifluoroacetic a... 14.49 4.0 ng 72185 5 14.69 364239 20.0
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