LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088932.D

Aca On 12 Jul 2016 21:28

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 11 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 1.793 16 18 38 rvB 723332 1137420 100.00% 13.244%
2 5.290 321 324 326 rBV 195316 194651 17.11% 2.266%
3 6.342 414 416 419 rVB 315488 264126 23.22% 3.075%
4 6.467 425 427 429 rVB 309774 250430 22.02% 2.916%
5 6.696 445 447 449 rBV 342076 455349 40.03% 5.302%
6 6.856 458 461 463 rBV 211959 178527 15.70% 2.079%
7 7.267 494 497 499 rBV 138154 155768 13.69% 1.814%
8 7.987 558 560 562 rVB 749448 605543 53.24% 7.051%
9 8.696 617 622 625 rBV2 11918 18918 1.66% 0.220%
10 8.753 625 627 632 rBV 96378 113697 10.00% 1.324%

11 9.062 652 654 657 rBvV 390722 352086 30.95% 4._.100%
12 9.462 687 689 691 rVB 311275 245320 21.57% 2.856%
13 9.553 695 697 699 rBvV 18597 30480 2.68% 0.355%
14 9.736 711 713 715 rBV 645804 574026 50.47% 6.684%
15 10.513 779 781 783 rBv2 151944 199936 17.58% 2.328%

16 10.571 783 786 788 rvB2 34327 40321 3.54% 0.469%
17 10.651 792 793 796 rBV 22173 36097 3.17% 0.420%
18 10.971 818 821 824 rBV 116421 157883 13.88% 1.838%
19 11.108 830 833 834 rBvV 38258 56219 4.94% 0.655%
20 11.211 840 842 846 rBV 467349 498555 43.83% 5.805%
21 11.291 846 849 850 rvv2 42324 61829 5.44% 0.720%
22 11.451 860 863 865 rBv2 49916 93171 8.19% 1.085%
23 11.531 868 870 872 rBV 54332 70764 6.22% 0.824%

24 11.771 889 891 893 rBvV 148188 196857 17.31% 2.292%
25 12.194 926 928 929 rBV 140324 165053 14.51% 1.922%

26 12.422 946 948 950 rBV 183755 232768 20.46% 2.710%
27 12.799 979 981 984 rBV 298817 352639 31.00% 4.106%
28 13.851 1071 1073 1079 rBV2 575562 634777 55.81% 7.391%
29 15.234 1192 1194 1199 rVB 340030 604275 53.13% 7.036%
30 15.451 1211 1213 1215 rVB 169635 216606 19.04% 2.522%

31 17.028 1349 1351 1357 rVB2 86466 189982 16.70% 2.212%
32 17.931 1426 1430 1435 rVB 76740 204255 17.96% 2.378%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088932.D

Aca On 12 Jul 2016 21:28

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 11 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 8588328
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF071216\

BF088932.D

12 Jul 2016 21:28

UmM/sJ

H3889-10 4X

11 Sample Multiplier: 1

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

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BF088932.D

1.79

6.38.47 6.70

LT

5.29

I

0
Time-->

ERE
5.50 6.00

T
4.50 6.50

Abundance

1500000

1000000

500000

TIC: BF088932.D

12.80

7.99
9.74

10.51
8765

10.97 1 AP

0
Time-->

13.00

12.50

11.50 12.00

10.50

I
9.50 10.00 11.00

Abundance

1500000

1000000

500000

TIC: BF088932.D

0
Time-->

18.50

17.50 18.00

17.00

16.00 16.50

15.50

19.00

14.00 14.50 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088932.D

Aca On 12 Jul 2016 21:28

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 11 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 2 unknown6.47 Concentration Rank 2

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

6.47 11.00 ng 250430 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 427 (6.467 min): BF088932.D (-425) (-) m/z 132.00 100.00%
5000 68
R S R A A
6.20 6.40 6.60 6.80
m/z 68.10 44 _01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 UL SR I U
6.20 6.40 6.60 6.80
0
3638 iT 78 m/z 134.00 31.92%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 620 640 6.60 6.80
5000 m/z 66.10 27 .70%
104
66
14 27 37 44 51 5 T g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R B R m
132 6.20 6.40 6.60 6.80
. m/z 69.10 17.90%
5000 0
31 52
M % | e | 105 116 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 150 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088932.D

Aca On 12 Jul 2016 21:28

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 11 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 4 Phthalic anhydride Concentration Rank 10

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

8.75 3.76 ng 113697 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 95
2 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 86
3 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 83

N-I2-Acetamidoethvlthiolphthalimide 264 C12H12N203S 025158-14-9 78
5 Phthalamic acid 165 C8H7NO3 000088-97-1 74
Abundance Scan 627 (8.753 min): BF088932.D (-625) (-) m/z 104.00 100.00%
104
76 K
5000
50
38 61 || sa 148 ‘840 860 880 9.00
”P”W'”W”MI”JP”W'”WmuI””P”W'hW””P”'P”W”'h”” m/z 76.10 77.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23152: Phthalic anhydride
76 104
5000 50
148 8.40 8.60 8.80 9.00
a8 m/z 50.10 34 .88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
T 104 UM SRR R L
50 8.40 8.60 8.80 9.00
5000 m/z 74.10 17.13%
28 132
26 61 85
Wwwwmwﬁwwmwﬁwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #35572: 1,2-Benzenedicarboxylic acid R A e
104 8.40 8.60 8.80 9.00
76 m/z 148.00 11.04%
5000 50
148
26 % | 61 || 8
m/z--> 10 20 30 40 5'0 60 70 80 90 100 110 120 130 140 150 840 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088932.D

Aca On 12 Jul 2016 21:28

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 11 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 5 2-Propenoic acid, 2-methyl-_._._. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.97 6.33 ng 157883 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 2-methvl-. dec... 226 C14H2602 003179-47-3 91
2 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 90
3 1-Hexene. 3.3.5-trimethvl- 126 C9H18 013427-43-5 49
4 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 49
5 Cyclopentane, (3-methylbutyl)- 140 C10H20 001005-68-1 49
Abundance Scan 821 (10.971 min): BF088932.D (-818) (-) m/z 69.10 100.00%
69
41 87
5000 55
11 10.60 10,80 11.00 11.20
125 140 - - - -
9 151 168 m/z 87.05  69.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82816: 2-Propenoic acid, 2-methyl-, decyl ester
69 87
41
5000 55 AR R UM SR
10,60 10.80 11.00 11.20
29 111 140 m/z 41.10 69.42%
05 2 b | e sz
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41 69
87 VNS SR SUNLRE I
10.60 10.80 11.00 11.20
5000 55 m/z 55.10 43.84%
29 111
15 99 | 125140 156168187 195 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11567: 1-Hexene, 3,3,5-trimethyl- R R RREEEEa
69 10.60 10.80 11.00 11.20
a1 m/z 70.10 39.97%
5000 55
27 83
ol L Mo e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088932.D

Aca On 12 Jul 2016 21:28

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 11 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 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.11 2.26 ng 56219 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Hentriacontane 437 C31H64 000630-04-6 87
3 10-MethvlInonadecane 282 C20H42 056862-62-5 87
4 Hexatriacontane 507 C36H74 000630-06-8 83
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 833 (11.108 min): BF088932.D (-830) (-) m/z 57.10 100.00%
57
5000 85
184 I
113 139 10.80 11.00 11.20 11.40
m/z 71.10 80.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #48835: Tridecane
57
5000 UL DA B RGN B
85 10.80 11.00 11.20 11.40
29 m/z 43.10 67 .98%
‘ \“‘ “ \‘ \‘ \\1:!-3 141 184
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance
57
10,80 11,00 11.20 1140
5000 85 m/z 85.10 48.93%
113
141 169 197 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #129494: 10-Methylnonadecane B s RRRRE!
57 10.80 11.00 11.20 11.40
m/z 55.10 33.69%
85
5000
154
29
m/z--> 50 100 150 200 250 300 350 400 10.80 11. oo 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088932.D

Aca On 12 Jul 2016 21:28

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 11 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 7 Diphenylacetylene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.29 2.48 ng 61829 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diphenvlacetvlene 178 C14H10 000501-65-5 91
2 Phenanthrene 178 C14H10 000085-01-8 64
3 Anthracene 178 C14H10 000120-12-7 64
4 7.8-Diphenvlbicvclol4.2.1Tnona-2... 270 C21H18 054049-09-1 53
5 2-Cyclopropen-1-one, 2,3-diphenyl- 206 C15H100 000886-38-4 53

Abundance Scan 849 (11.291 min): BF088932.D (-846) (-) m/z 178.10 100.00%

178

5000

|

190 246 11. OO 11. 20 11. 40 11. eo
205 233 n/z 43.10 58 550

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44148: Diphenylacetylene
178

5000 LI L L L L TTTT TTTT
11.00 11.20 11. 40 11. 60
0
76 go o6 152 m/z 58.10 25.58%
27 39 51 §3 Wl 102114 139 W H
I e o B LR I e e i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
178
11.00 11.20 11.40 11.60
5000 m/z 71.10 21.78%

76 89 152
38 50 63 102 126139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #44136: Anthracene I B R B
178 11.00 11.20 11.40 11.60
m/z 176.00 21.33%
5000
27 39 51 63 76 891011131261391%164 |
A N L — e S e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088932.D

Aca On 12 Jul 2016 21:28

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 11 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 8 unknownll.45 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.45 3.74 ng 93171 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Bicvclohexvl. 4-methvl-4"-p... 222 C16H30 092343-70-9 35
2 Naphthalene. 2-ethvldecahvdro- 166 C12H22 001618-23-1 25
3 Cvcloheptanemethanol 128 C8H160 004448-75-3 22
4 9-Octadecvne 250 C18H34 035365-59-4 22
5 Undec-10-ynoic acid (furan-2-yIm... 261 C16H23NO2 332167-72-3 20
Abundance Scan 863 (11.451 min): BF088932.D (-860) (-) m/z 167.10 100.00%
55 167
81
95
5000 4 | e 131 222
09
147 180
gm 246 261 11.20 11.40 11.60 11.80
m/z 55.10 85.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79571: 1,1'-Bicyclohexyl, 4-methyl-4'-propyl-
55
81
41 96
5000 124 222 1120 1140 1160 1180
m/z 81.10 79.85%
2 109
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
81 137
% " '11:20 11:40 11.60 11.80
5000 a1 67 m/z 43.10 79.14%
166
27 54 109 123
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12488: Cycloheptanemethanol e RARREEE RS
55 11.20 11.40 11.60 11.80
o7 m/z 95.10 66.75%
5000
82
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088932.D

Aca On 12 Jul 2016 21:28

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 11 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 9 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.53 2.84 ng 70764 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 72
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 72
3 Hexadecane 226 C16H34 000544-76-3 72
4 Heptadecane 240 C17H36 000629-78-7 72
5 Tetracosane 338 C24H50 000646-31-1 72

Abundance Scan 870 (11.531 min): BF088932.D (-868) (-) m/z 57.10 100.00%

57
71

5000

o N —
113 27141155 173 189 207 229 245 11.20 11.40 11.60 11.80
260 m/z 71.10 70.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57
43
71
5000 85 L B B B
11.20 11.40 11.60 11.80
29 m/z 43.10 60.71%
99
15 \‘ il ‘\ \‘ b 113127 141155169 198
T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
71 R R e B e e
11.20 11.40 11.60 11.80
5000 43 85 m/z 85.10 53.86%
29 99 155
113127 141777169183 197
T T T T T e [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83028: Hexadecane R B R
57 11.20 11.40 11.60 11.80
71 m/z 41.10 33.89%
5000 43 85
99
20 | | | | | 1PY714115516018319; 226
AN B o o o e e S R R R RS RS R R N EERE E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088932.D

Aca On 12 Jul 2016 21:28

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 11 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 10 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 7.90 ng 196857 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 1l1sopropvl palmitate 298 C19H3802 000142-91-6 72
5 tert-Hexadecanethiol 258 C16H34S 025360-09-2 25
Abundance Scan 891 (11.771 min): BF088932.D (-889) (-) m/z 73.00 100.00%
43 50 3 WL/\\
5000
129
97 S e
us | 157171185 213 256 971 11.40 11.60 11.80 12.00
m/z 43.10 90.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L DA BN S UL B

11,40 11.60 11.80 12.00
m/z 60.00 82.08%

213
143 157171185 199

J

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

E

Abundance
43 60 73
L B
11.40 11.60 11.80 12.00
5000 - 129 m/z 41.10 77 .48%
87 242
143 199
115 185
101 157171 213
R e BAAAa e mEEEE s s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid R R RREEEEa
43 60 73 11.40 11.60 11.80 12.00
m/z 55.10 76.62%
5000
29
129
“ T7 0118 ‘ 7 214
Al I eter | MO |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088932.D

Aca On 12 Jul 2016 21:28

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 11 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 11 Bis[di(trimethylsiloxy)phen... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.19 6.62 ng 165053 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bisldi(trimethvilsiloxv)phenvlsil_... 792 C33H6007Si18 1000306-77-4 59
2 Sarcosine. N-(2-methoxvbenzovl)-... 419 C25H41NO4 1000321-15-1 47
3 Adamantane-1l-carboxamide. N-(2.6... 283 C19H25NO 339292-26-1 46
4 1.3-Benzodioxin-4-one. 2-(1.1-di... 238 C14H2203 1000197-46-5 46
5 1-Benzothiophene-3-carbonitrile,... 163 C9HONS 1000337-31-2 43
Abundance Scan 928 (12.194 min): BF088932.D (-926) (-) m/z 135.10 100.00%
135
5000 73 /A\//
209
283 LRI RS SN BN B
| % 320 4%7 479 11.80 12.00 12.20 12.40 12.60
rreprpeprs ey A b b e e e e m/z 73.10 38.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #243473: Bis[di(trimethylsiloxy)phenylsiloxy]trimethylsilo...
135
5000 73 U UL BN B
197 1180 12.00 12.20 12.40 12.60
283 m/z 209.10 29.62%
‘ Ll d‘ 345 403 477 539 627 689 777
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance
135
11.80 12.00 12.20 12.40 12.60
5000 m/z 197.10 28.23%
178 419
29 7 224 284 334
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #130231: Adamantane-1-carboxamide, N-(2,6-dimethylphenyl)- R BB R SR
135 11.80 12.00 12.20 12.40 12.60
m/z 136.10 12.83%
5000 79 //J\*/\/\
283
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 1180 12.00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088932.D

Aca On 12 Jul 2016 21:28

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 11 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 12 Octadecanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.45 7.17 ng 216606 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 86
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 58
3 Dodecane. 6-cvclohexvl- 252 C18H36 013151-86-5 45
4 1-Heptacosanol 396 C27H560 002004-39-9 38
5 n-Tetracosanol-1 354 C24H500 000506-51-4 38
Abundance Scan 1213 (15.451 min): BF088932.D (-1211) (-) m/z 57.10 100.00%
57 8
5000 .\\hd\\“"ﬂ“‘“‘}\—wxv/\Ax.\~,\~
137 231 15.20 15.40 15.60 15.80
_— 166188209231253 281304 333 368 396 77 82.10 89 954
m/z--> 50 100 150 200 250 300 350 400
Abundance #117604: Octadecanal
43
82
5000 LI SR IS BRI BULR
15.20 15.40 15. 60 15. 80
m/z 43.10 86.09%
m/z--> éo 100 150 200 2éo 360 3éo 460
Abundance
43 82
"' 1520 15.40 15.60 15.80
5000 m/z 96.10 62.20%
109
138 166 208228250
m/z--> éo 160 1%0 260 250 300 350 460
Abundance #104193: Dodecane, 6-cyclohexyl- e RARREEE RS
57 15.20 15.40 15.60 15.80
83 m/z 55.10 55.11%
111
29 L 168
..“.‘.,“....‘,..‘.13:9,.J..*. SRS MM
m/z--> 50 100 150 200 250 300 350 400 15.20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088932.D

Aca On 12 Jul 2016 21:28

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 11 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 13 unknownl17.03 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.03 6.29 ng 189982 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0 055103-80-5 42
2 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 12
3 21-Acetoxvpreanenolone 374 C23H3404 000566-78-9 12
4 N-(3-Chloro-4-fluoro-phenvl)-2-(... 329 C14H10CI2FNOS 1000295-12-7 11
5 5._alpha.Androst-16-0l, 17-ethyli... 414 C27H4203 1000124-58-6 10
Abundance Scan 1351 (17.028 min): BF088932.D (-1349) (-) m/z 43.10 100.00%
43
5000
" 16,80 17.00 17,20 17.40
L m/z 105.10 57.27%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)-
a1 107 394
81 145 283
5000 309 361
213 16 80 17. oo 17. 20 17. 40
173 255 m/z 145.10 54 _.52%
337
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
" 16,80 17.00 17,20 17.40
5000 m/z 107.10 54 _.13%
o7 w7 396 4M¥/MAW”VV“V/\V\\AL~\NV4f
173 215 255 288 315 354 428 456
miz-> 50 100 150 200 250 300 350 400 450
Abundance #199426: 21-Acetoxypregnenolone R B A B
43 255 301 16.80 17.00 17.20 17.40
m/z 57.10 52.27%
5000
107 145 374
213
..H’ luu ‘H”“l.‘... by ..??];{....l....l. SN
m/z--> 150 200 250 300 350 400 450 1680 1700 1720 1740

8270-BF063016.-M Wed Jul 13 14:33:01 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088932.D

Aca On 12 Jul 2016 21:28

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 11 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 14 Stigmast-4-en-3-one Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.93  6.76 ng 204255  Perylene-di2 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Stiamast-4-en-3-one 412 C20H480 001058-61-3 94
2 Testosterone 288 C19H2802 000058-22-0 64

3 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 41
4 Thiophene-2-sulfonic acid. (3-fl... 271 C11H10FNO2S2 1000311-21-1 41

5 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 41
Abundance Scan 1430 (17.931 min): BF088932.D (-1426) (-) m/z 124.10 100.00%
4
5000
289 L L
173 197 17.60 17.80 18.00 18.20
m/z 43.10 53.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one
124
43
5000 412 LIRS LI L L L L IR |
69 95 229 17.60 17.80 18.00 18.20
149 289 m/z 229.20 43.06%
175 370
bl opa | e [ae |
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
288
17.60 17.80 18.00 18.20
5000 246 m/z 57.10 32.63%
41 79 147
203
103 174
L e e e e e e e L s o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #134233: 3-(4-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone R I EREEsEEEms s
124 17.60 17.80 18.00 18.20
m/z 55.10 32.61%
5000
95 288
50 75 P | 190 177198 203 258
e e e e e e e e N e e e
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
Data File : BF088932.D

Acq On 12 Jul 2016 21:28

Operator : UM/SJ

Sample - H3889-10 4X

Misc :

ALS Vial : 11 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]
unknown6 .47 6.47 11.0 ng 250430 1 6.71 455349 20.0
Phthalic anhydride 8.75 3.8 ng 113697 2 7.99 605543 20.0
2-Propenoic acid, ... 10.97 6.3 ng 157883 4 11.21 498555 20.0
Tridecane 11.11 2.3 ng 56219 4 11.21 498555 20.0
Diphenylacetylene 11.29 2.5 ng 61829 4 11.21 498555 20.0
unknownl1l .45 11.45 3.7 ng 93171 4 11.21 498555 20.0
Tetradecane 11.53 2.8 ng 70764 4 11.21 498555 20.0
n-Hexadecanoic acid 11.77 7.9 ng 196857 4 11.21 498555 20.0
Bis[di(trimethyls... 12.19 6.6 ng 165053 4 11.21 498555 20.0
Octadecanal 15.45 7.2 ng 216606 6 15.23 604275 20.0
unknownl17.03 17.03 6.3 ng 189982 6 15.23 604275 20.0
Stigmast-4-en-3-one 17.93 6.8 ng 204255 6 15.23 604275 20.0
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