LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089524.D

Aca On : 1 Aug 2016 21:56 Instrument :

Operator : UM/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : H4269-14 GW-54-16.1-20.0

ALS Vial : 19 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-BF072716.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 1.655 4 6 14 rBV 712559 1352269 98.72% 13.587%
2 1.770 14 16 49 rVB 166770 484942 35.40% 4.873%
3 4 _.559 257 260 269 rBV 80174 142114 10.37% 1.428%
4 5.039 301 302 314 rBV4 334480 514314 37.54% 5.168%
5 6.136 396 398 406 rBV 291922 374770 27 .36% 3.766%

6 6.239 406 407 426 rVB 626875 885116 64.61% 8.893%
7 6.479 426 428 434 rBvV 180692 201133 14.68% 2.021%
8 6.627 439 441 444 rBvV 725151 797469 58.22% 8.013%
9 7.050 476 478 489 rBvV 568448 674322 49.23% 6.775%
10 7.759 538 540 552 rBV 224054 306194 22.35% 3.077%
11 8.182 576 577 581 rBV 16660 25211 1.84% 0.253%
12 8.845 632 635 637 rBVY 1467061 1369863 100.00% 13.764%
13 9.245 668 670 672 rBvV 27399 23141 1.69% 0.233%
14 9.508 691 693 695 rBv 354996 346668 25.31% 3.483%
15 9.965 729 733 734 rBV2 13139 14457 1.06% 0.145%
16 10.296 759 762 764 rBV2 470620 639177 46.66% 6.422%
17 10.433 772 774 777 rBV 17994 22249 1.62% 0.224%
18 10.982 820 822 824 rBV 207767 295910 21.60% 2.973%
19 11.531 868 870 879 rBv2 20023 34661 2.53% 0.348%

20 12.559 957 960 963 rBV 1050085 982082 71.69% 9.868%
21 13.474 1037 1040 1046 rVB2 15698 22267 1.63% 0.224%
22 13.599 1049 1051 1059 rvVv 137329 203667 14.87% 2.046%

23 14.925 1165 1167 1178 rBV 151364 195341 14.26% 1.963%
24 16.194 1275 1278 1284 rVB3 21526 45260 3.30% 0.455%

Sum of corrected areas: 9952597
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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\BF080116\

BF089524.D

1 Aug 2016 21:56

UM/SsJ

H4269-14

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

.66

600000

400000

200000

TIC: BF089524.D

6.63

6.24
7.05

5.04 6.1

6.48
4.56

0
Time-->

4.00
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5.50

6.00

6.50

7.00

7.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF089524.D

12.56

10.30
9.51

10.98

9.24

996 ||10.43 13.41

Time-->

12.00 12.50 13.00

A
T T T

9.50

10.00 10.50 11.00 11.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000{ g0

TIC: BF089524.D

14.93
16.19

0

Time-->

17.00 17.50

14.00 14.50

15.00 15.50 16.00 16.50

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089524.D

Aca On : 1 Aug 2016 21:56

Operator : UM/SJ

Sample : H4269-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 5

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

4._.56 14.13 ng 142114 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 260 (4.559 min): BF089524.D (-257) (-) m/z 43.10 100.00%
a3
59
5000
101 SUNGUNIES S S
420 4.40 4.60 4.80
83
o IR - NS <N N — m/z 59.10 64.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR ARESE SARSE AR
59 420 440 460 480
m/z 101.10 25.95%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
420 440 460 480
5000 m/z 58.10 15.10%
101
15 a 8 6 86
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 A
59 420 4.40 4.60 4.80
m/z 41.10 9.84%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY A I UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089524.D

Aca On : 1 Aug 2016 21:56

Operator : UM/SJ

Sample : H4269-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 4 unknown6.24 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.24 88.01 ng 885116 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 407 (6.239 min): BF089524.D (-406) (-) m/z 132.00 100.00%

132
5000

6.00 6.20 640 660
01 m/z 68.05 53.55%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 T TR

6.00 6.20 6.40 6.60
70 m/z 66.05 34 .55%

31 60
A L
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69

104 6.00 6.20 6.40 6.60

5000 m/z 134.00 30.82%
78
31 4 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- —

132 6.00 6.20 6.40 6.60
m/z 69.10 21.77%

5000
63 90 104
- Nl A A - SR N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089524.D

Aca On : 1 Aug 2016 21:56

Operator : UM/SJ

Sample : H4269-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Butyraldehyde, semicarbazone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.53 2.34 ng 34661 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvraldehvde. semicarbazone 129 C5H11N30 013183-21-6 52
2 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 27
3 Oxalic acid. allvl tridecvl ester 312 C18H3204 1000309-24-1 27
4 Oxalic acid. allvl dodecvl ester 298 C17H3004 1000309-24-0 16
5 Oxalic acid, cyclobutyl tetradec... 340 C20H3604 1000309-70-9 16
Abundance Scan 870 (11.531 min): BF089524.D (-868) (-) m/z 43.10 100.00%
B oo 7
5000
5 g7 129
| | || 115 | 11.20 11.40 11.60 11.80
ol el A - - e m/z 73.00 97.32%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12801: Butyraldehyde, semicarbazone
0
5000 43 71 UL DU BN UL
11.20 11.40 11.60 11.80
86 101 129 m/z 41.10 84 .90%
‘ \‘\ | \‘ ‘ 114 ‘
S R S S I S I L B WL B W
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
11.20 11.40 11.60 11.80
5000 m/z 60.10 81.54%
61
73 85 o8 126
o 111 143 157 171 186
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #154546: Oxalic acid, allyl tridecyl ester e
4 11.20 11.40 11.60 11.80
m/z 57.10 72.79%
57
5000
- 71
83 g7
Oy et “ 'jl'%{l'}??"l T T T ""|%%? ' LA BRI B B
mz-> 20 40 60 80 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089524.D

Aca On : 1 Aug 2016 21:56

Operator : UM/SJ

Sample : H4269-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 7 Heptafluorobutyric acid, n-... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.47 2.19 ng 22267 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91

2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 90
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 90
4 11-Tricosene 322 C23H46 052078-56-5 87
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 86
Abundance Scan 1040 (13.474 min): BF089524.D (-1037) (-) m/z 57.10 100.00%
97 83
5000 111
207 SN | S ”....A
13.20 13.40 13.60 13.80
-+ -+t m/z 55.10 98.99%
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57 83
5000
11 13.20 13.40 13.60 13.80
- 169 o, m/z 83.10 98.38%
oL L\‘IIIH, | ,\h 0 O B 1 S
m/z--> 50 100 150 200 250 300 350
Abundance
57
o7 13.20 13.40 13.60 13.80
5000 m/z 69.10 95.13%
29 125
0 77 154 196 224 269 320
m/z--> 50 100 150 200 250 300 350 '
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester L
57 g3 13.20 13.40 13.60 13.80
m/z 43.10 86.13%
5000 111
29 ‘ 168 196
oLl ,l‘,‘\}?‘?‘,‘ oo s Ly
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089524.D

Aca On : 1 Aug 2016 21:56

Operator : UM/SJ

Sample : H4269-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 unknownl16.19 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.19 4.63 ng 45260 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclohexene-1-carboxaldehvde. ... 152 C10H160 001423-46-7 35
2 6-epi-shvobunol 222 C15H260 1000374-18-3 27
3 2H-Pvran. 2-(7-heptadecvnvlioxv)t... 336 C22H4002 056599-50-9 27
4 2-Methvl-3-(3-methvl-but-2-envl)... 222 C15H260 1000144-10-2 27
5 Bicyclo[4.3.0]nonane, 7-methylen... 204 C15H24 1000156-11-9 22
Abundance Scan 1278 (16.194 min): BF089524.D (-1275) (-) m/z 55.10 100.00%
g5
81
5000
101 213 255 e
281 15.80 16.00 16.20 16.40 16.60
O m/z 81.10 77.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #25297: 3-Cyclohexene-1-carboxaldehyde, 2,4,6-trimethyl-

41 6

5000
15.80 16.00 16.20 16.40 16.60

m/z 83.05 71.95%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 81
109 15.80 16.00 16.20 16.40 16.60
m/z 133.10 62.96%
5000 57 161 0
136
189 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #174154: 2H-Pyran, 2-(7-heptadecynyloxy)tetrahydro-
56 15.80 16.00 16.20 16.40 16.60
81 m/z 79.10 60.74%
5000 29
0 ‘\\ il 203 231 250 580 305 334
e R A R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080116\
Data File : BF089524.D

Acq On : 1 Aug 2016 21:56

Operator : UM/SJ

Sample : H4269-14

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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... 4.56 14.1 ng 142114 1 6.48 201133 20.0
unknown6 .24 6.24 88.0 ng 885116 1 6.48 201133 20.0
Butyraldehyde, se... 11.53 2.3 ng 34661 4 10.98 295910 20.0
Heptafluorobutyri... 13.47 2.2 ng 22267 5 13.60 203667 20.0
unknownl16.19 16.19 4.6 ng 45260 6 14.93 195341 20.0
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