LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 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-BF072016.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 48 rVB 1960743 4363115 100.00% 40.131%
2 5.130 308 310 329 rBV 201822 288524 6.61% 2.654%
3 6.216 403 405 413 rBV 250528 319749 7.33% 2.941%
4 6.330 413 415 428 rVB 281131 348218 7.98% 3.203%
5 6.559 433 435 446 rBV 372879 388857 8.91% 3.577%
6 6.719 446 449 451 rBV 179445 241376 5.53% 2.220%
7 7.130 483 485 501 rBV 164691 203990 4.68% 1.876%
8 7.850 545 548 550 rBV 476161 506332 11.60% 4_.657%
9 8.925 640 642 644 rBV 396231 335614 7.69% 3.087%
10 9.325 675 677 679 rBV 69543 55834 1.28% 0.514%

11 9.588 698 700 703 rBV 525759 544706 12.48% 5.010%
12 10.376 767 769 774 rBB 146397 160754 3.68% 1.479%
13 11.062 827 829 833 rBvV 506107 472908 10.84% 4 _350%
14 12.491 951 954 956 rBV 322236 311616 7.14% 2.866%
15 12.559 956 960 963 rvB2 33016 51135 1.17% 0.470%

16 12.639 965 967 970 rBV 187029 179887 4.12% 1.655%
17 13.188 1013 1015 1017 rBV 217936 204138 4.68% 1.878%

18 13.565 1045 1048 1050 rBV 39192 53606 1.23% 0.493%
19 13.679 1056 1058 1064 rBV 403009 454002 10.41% 4.176%
20 14.182 1099 1102 1105 rBV 51484 78944 1.81% 0.726%
21 14.468 1125 1127 1130 rBV2 48090 77253 1.77% 0.711%
22 14.662 1142 1144 1148 rBV3 22818 56528 1.30% 0.520%
23 14.754 1151 1152 1154 rBV 42324 54030 1.24% 0.497%
24 15.017 1173 1175 1178 rVV 195525 327173 7.50% 3.009%
25 15.074 1178 1180 1183 rVB 53000 68054 1.56% 0.626%
26 15.428 1208 1211 1219 rVB2 56335 136272 3.12% 1.253%
27 15.828 1244 1246 1254 rVB2 32393 72388 1.66% 0.666%
28 15.942 1254 1256 1264 rVB7 25729 60072 1.38% 0.553%
29 16.685 1318 1321 1328 rBV5 39367 130203 2.98% 1.198%
30 17.131 1357 1360 1364 rVB4 30647 83795 1.92% 0.771%
31 17.348 1374 1379 1385 rBV9 13424 71751 1.64% 0.660%
32 17.508 1391 1393 1402 rVB7 17573 52443 1.20% 0.482%

33 18.331 1460 1465 1473 rVB3 41839 118797 2.72% 1.093%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 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-BF072016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 10872064
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Titl

TIC Library :

LSC Report - Integrated Chromatogram

> Z:\HPCHEMI\BNA F\DATA\BF072516\
: BF089278.D

25 Jul 2016 14:42

: UM/SJ

: H4150-01 5X

10 Sample Multiplier: 1

o Z:\HPCHEM1I\BNA F\METHODS\8270-BF072016.M
e - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089278.D
1470
1500000
1000000
500000
6.56
6.33
A [
ey e e
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: BF089278.D
1500000
1000000
9.59
500000{ /:85 8.92 11.06
i 12.49
10.38 1264 118
9.32 ' 2 13.
R O A ..A s e L L et
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: BF089278.D
1500000
1000000
5000001.3.68
15.02
75 .07 .
14.18 14.4241 1543 158804 16.69  17.1317 357 51 18.33
L e e S e e e e e e T T e e e e
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\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 2 unknown6.33 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.33 17.91 ng 348218 1,4-Dichlorobenzene-d4 6.56
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 10
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 415 (6.330 min): BF089278.D (-413) (-) m/z 132.00 100.00%
132
5000 68 A\»
© s |log e | T o o
o gL e s m/z 68.10 39.61%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.00 6.20 6.40 6.60

31 78 m/z 134.00 32.61%
0 ‘ b H 1, . !
e I B o . e e o o e B B B B
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
R REEEE RS
“ 6.00 6.20 6.40 6.60
5000 gg 116 m/z 66.10 25.00%
0 89 | 107 158 189
e L B o o e I LN B o o o o o LA
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 6.00 6.20 6.40 6.60

m/z 69.10 15.77%

5000 67
97
‘ 79 ‘ 117
o H I} i es ] 206 ||

m/z--> 60 80 100 120 140 160 180 6.00 6. 20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 5 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.49 13.73 ng 311616 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 70
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 53
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 Cyclohexanamine 99 C6H13N 000108-91-8 22

Abundance Scan 954 (12.491 min): BF089278.D (-951) (-) m/z 56.10 100.00%
56
5000 73
129 239257 U | SV
39 | 101 157 185 213 a1 12.20 12.40 12.60 12.80
O m/z 57.10 60.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, buty| ester
56
A
5000 R UL BRI SULRN B
257 nmnmnmnm
29 3 129 239 m/z 41.10 44.39%
o e s s s g 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.20 12.40 12.60 12.80
5000 m/z 43.10 42 .23%
29 73
o 97113 157 185 213 239757 L app
R R R A LA A R KR LA LA LA LA RAAAN LA LR RN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester e R b e
57 12.20 12.40 12.60 12.80
m/z 55.10 37.30%
5000 4
239 957
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2éo 360 ' 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 6 5-Octadecene, (E)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.56 2.25 ng 51135 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 72
2 n-Tridecan-1-ol 200 C13H280 000112-70-9 64
3 Cvclotetradecane 196 C14H28 000295-17-0 64
4 1-Tridecene 182 C13H26 002437-56-1 53
5 5-Tridecene, (2)- 182 C13H26 025524-42-9 35
Abundance Scan 960 (12.559 min): BF089278.D (-956) (-) m/z 43.10 100.00%
43
= 1T ¢
111 AU
125 12.20 12.40 12.60 12.80
L m/z 55.10 51.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104186: 5-Octadecene, (E)-
55
43 69 83
5000 97 AU AR
12:20 1240 12.60 12.80
111 m/z 69.10 49.12%
0 \‘ | M‘ q\ h 1?5139154168181195 224 252
m/z--> 20 ' eb 80 100 120 140 160 180 200 220 240
Abundance
55
41 RN BARA BUULSN BN
69 12.20 12.40 12.60 12.80
5000 83 m/z 83.05 47 .37%
97
29 111
o 125 139 154 182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58279: Cyclotetradecane L B
41 55 12.20 12.40 12.60 12.80
69 m/z 57.10 42 .50%

5000 97
111

w h 125139153168 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.20 12.40 12.60 12.80

l%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 7 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.19 8.99 ng 204138 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 Butvl mvristate 284 C18H3602 000110-36-1 80
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 35
4 2-Methyl-1-octadecene 266 C19H38 061868-20-0 35
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 30

Abundance Scan 1015 (13.188 min): BF089278.D (-1013) (-) m/z 56.05 100.00%
56
5000
73
129 Y A WO\
97 285
3 185 241 267 12.80 13.00 13.20 13.40 13.60
o 7 213 340 m/z 57.10 62.75%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56

5000 285 ||||||||II|IIII|IIII|II
340 12.80 13.00 13.20 13.40 13.60

73 . 267 m/z 43.10 46.48%
97 241
oo L e o |
m/z--> 50 100 150 200 250 300
Abundance
56
L B B W S
12.80 13.00 13.20 13.40 13.60
5000 m/z 41.10 42 .94%
229
73 211
101 2 185 284
o 39 157 255
el e e
m/z--> 50 100 150 200 250 300
Abundance #177166: Octadecanoic acid, 2-methylpropy! ester L o B
57 12.80 13.00 13.20 13.40 13.60

m/z 55.10 37.21%

5000

— N
[{e)
N
O
N
N
——
o
w
=
o
w
B
o

83 129
’ ‘J.‘ ‘W .‘“J. “‘“,‘1'.1&‘.. “. B} |15-7 . 1|§? I213 24}1
100

e IS e s e e IR T i e e e
m/z--> 50 150 200 250 300 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 Hexacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.57 2.36 ng 53606 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tritetracontane 605 C43H88 007098-21-7 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 1048 (13.565 min): BF089278.D (-1045) (-) m/z 57.10 100.00%
57
5000
J 141178 250 13.20 13.40 13.60 13.80
0,...'., "”"”""“....|....|........,....,....,....,....,.. m/z 71.10 75.82%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
5000 RS B BN S B
Bmmmmmnm
99 m/z 43.10 61.69%
Ny Hd 441 183 225 267 309 367
miz--> 0 éo 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
13.20 13.40 13.60 13.80
5000 m/z 85.10 54 _.51%

99
26 141 183 225 267 300 380

(oI R U Rt o B LA R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane o
57 13.20 13.40 13.60 13.80
m/z 41.10 29.45%
5000
97
0 1 141 183 225 267 323 379 421 463 505 547 604
I B LA B L e e AR R R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13. 20 13. 40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 9 Heptadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.18 3.48 ng 78944 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Hexacosane 366 C26H54 000630-01-3 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Hexatriacontane 507 C36H74 000630-06-8 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 1102 (14.182 min): BF089278.D (-1099) (-) m/z 57.10 100.00%
57
5000
217 258081 13150 1400 1450 1440 1460
(o} m/z 71.10 73.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000 AR DAL SRR L B
13 80 14. 00 14. 20 14. 40 14 60
29 m/z 43.10 64 .40%
0 .nu‘,h [ J i 41?ﬁ }§9|}27|| ??q N —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.10 54 _.80%
. 29 113 141 160 197 225 253 205 303 367
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #223852: Hentriacontane e o I s
57 13.80 14.00 14.20 14.40 14.60
m/z 55.10 29.65%
5000 85
113 141 169
ol AL L7 TP 107,225 263 261 300 337 365 437 S
m/z--> 50 100 150 200 250 300 350 400 Bmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 12 Heptadecane, 9-octyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.75 3.30 ng 54030 Perylene-d12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 58
2 Dodecane. l-iodo- 296 C12H251 004292-19-7 58
3 Heneicosane 296 C21H44 000629-94-7 58
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 52
5 Hexadecane 226 C16H34 000544-76-3 52
Abundance Scan 1152 (14.754 min): BF089278.D (-1151) (-) m/z 57.10 100.00%
g7
5000 85
113 14.40 14.60 14.80 15.00
132 156 223 252 277
oL— |3|||'| I! I]II I|| '|'||||' ImlmI |1|83|2‘|)2 T i|l| — T m/z 71_10 71_63%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 L BRI B UL B B
14.40 14.60 14.80 15.00
m/z 43.10 57.47%
oLt h | ) MR 141 160 197 2 67 204 323 32
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 48.47%
29
. 113 155 183
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R e R B
57 14.40 14.60 14.80 15.00
m/z 41.10 23.45%
85
5000
29 113
oL | ‘ || M 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350 1440 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 13 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.43 8.33 ng 136272 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Heneicosane 296 C21H44 000629-94-7 81
3 Hexacosane 366 C26H54 000630-01-3 81
4 Heptadecane 240 C17H36 000629-78-7 74
5 2-methyloctacosane 408 C29H60 1000376-72-8 72
Abundance Scan 1211 (15.428 min): BF089278.D (-1208) (-) m/z 57.10 100.00%
57
5000
151170 197 231 ) I1I52IOI I1I54IOI I].ISG:OI I:I.I58I0I I
0! m/z 71.10 73.28%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 LS BN IS SRR U
g5 mmmmmmmm
29 m/z 43.10 58.80%
ol 1| J 113 141 169 197 226
L L T L L L I L L
m/z--> 50 100 150 200 250 300 350
Abundance
57
o " 15.20 1540 15.60 15.80
5000 m/z 85.05 56.96%
29 113
0 141 169 197 225 253 296
m/z--> éo 160 1%0 260 2éo 360 3éo
Abundance #194493: Hexacosane R B A B
57 15.20 15.40 15.60 15.80
m/z 55.10 29.53%
5000 85
. i j I i J11}3J 141160 197 225 253 205 323 367
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 350 15'20 15. 40 15 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 14 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.83 4.43 ng 72388 Perylene-d12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 80
2 Heptadecane 240 C17H36 000629-78-7 80
3 Hexadecane 226 C16H34 000544-76-3 72
4 Dodecane 170 C12H26 000112-40-3 72
5 Tetracosane 338 C24H50 000646-31-1 64

Abundance Scan 1246 (15.828 min): BF089278.D (-1244) (-) m/z 57.10 100.00%

57

113 138, __170 194 253 271 15.60 15.80 16.00 16.20

155

0! m/z 71.10 76.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LANLINLIL B L L L LB
15 60 15. 80 16. 00 16 20
4 m/z 43.10 54.41%
. s | a0 19 o s oo
.”,””P.”P”.P”q.”wnnlunp.upn..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R B B W
85 15.60 15.80 16.00 16.20
5000 a m/z 85.10 49 .50%
ol 25 M3 14 16 197212 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane R B A B B
57 15.60 15.80 16.00 16.20
m/z 99.10 22 .74%
5000 85
R o e ama s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 15 unknownl5.94 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.94 3.67 ng 60072 Perylene-d12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene. 1.3.3-trimethyl-2... 206 C14H220 1000197-08-4 46
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 46
3 9H-Fluorene-9-carbonitrile 191 C14H9N 001529-40-4 32
4 Silane. dimethvl(dimethvl(2.6-di... 356 C18H3603Si2 1000347-91-3 27
5 Anthracene, 9-[2,2-bis(hydroxyme... 280 C19H2002 144000-85-1 27
Abundance Scan 1256 (15.942 min): BF089278.D (-1254) (-) m/z 191.15 100.00%
191

5000 95

-

218 235
15.60 15.80 16.00 16.20

0 m/z 95.10 48 .20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191
5000 43 LA L L L L L LB L L B
15.60 15.80 16.00 16.20
123 0
91107 ‘ 149 206 m/z 81.10 38.52%
O P O 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
R R Bmman
15.60 15.80 16.00 16.20
5000 57 m/z 109.10 36.23%

?

149
0g 43 g 93107121155

0 163177 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53873: 9H-Fluorene-9-carbonitrile R R Bmman
191 15.60 15.80 16.00 16.20

m/z 41.10 30.95%

5000

164

39 63 82 g5 913 139
S — N —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 16 unknownl6.69 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.69 7.96 ng 130203 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.9-Undecadien-1-vne. 6.10-dimet... 176 C13H20 100451-98-7 20
2 Aniline. N-(3-butvl-2(2).4-penta... 229 C16H23N 1000142-27-8 10
3 2-Chloroethvl p-tolvlcarbamate 213 C10H12CINO2 074552-28-6 10
4 Bicvclol2.2.1Theptane. 2-cvclopr... 176 C13H20 1000159-45-7 10
5 p-Acrylotoluidide 161 C10H11NO 007766-36-1 10
Abundance Scan 1321 (16.685 min): BF089278.D (-1318) (-) m/z 43.10 100.00%
43
69 105
213
145
>0 11 | Pt 185 255 303
O 231 271 329 o
16.40 16.60 16.80 17.00
o} m/z 105.05 61.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #42611: 5,9-Undecadien-1-yne, 6,10-dimethyl-
69
41
5000 LRI B SR LA SULRA
91 133 161 16.40 16.60 16.80 17.00
09 m/z 55.10 59.14%
0 ---.-‘-‘--‘r--‘-‘- ,\h“\\p‘” 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
107
67 AR SR BRI U
41 16.40 16.60 16.80 17.00
5000 m/z 107.10 58.95%
172 229
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71703: 2-Chloroethy! p-tolylcarbamate Al Bmma s B
213 16.40 16.60 16.80 17.00
133 m/z 69.10 58.58%
5000 106
151
m/z--> 2omeommmmmmmmmmnmmmmmmmm mmmmmmﬂm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 17 unknownl7.13 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.13 5.12 ng 83795 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Azabicvclol4.3.01Tnon-1(6)-ene-... 241 C16H19NO 1000298-92-8 25
2 2.6.10-Cvcloundecatrien-1-one. 2... 218 C15H220 000471-05-6 25
3 11.2.3.41Tetrazololl1.5-alpvridin... 164 C6H4N402 1000362-60-7 20
4 Furazan-3-carbohvdrazide. 4-amino- 143 C3H5N502 246048-72-6 20
5 Naphthalene, 1,4-dihydro-1,4-bis... 206 C12H6N4 090343-28-5 16
Abundance Scan 1360 (17.131 min): BF089278.D (-1357) (-) m/z 204.20 100.00%
53 199 13 155 204 273 313
241
69 93 149
5000
17 219 16.80 17.00 17.20 17.40
ol ‘ m/z 109.10 96.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94996: 2-Azabicyclo[4.3.0]non-1(6)-ene-5-one, 2-(1-phenyl...
5

5000 LA L L L L L L LB |
16.80 17.00 17.20 17.40
m/z 135.10 88.47%
o 154170 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
a1 96 135
R EREEEEE SRR
218 16.80 17.00 17.20 17.40
5000 67 m/z 190.20 88.24%
150
26 119 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #33988: [1,2,3,4] Tetrazolo[1,5-a]pyridine-6-carboxylic acid
136

16.80 17.00 17.20 17.40
m/z 217.20  87.76%

5000

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 18 unknownl7.35 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.35 4.39 ng 71751 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furazan-3-amine. 4-(4-methyl-1-p... 210 C9H14N402 349497-89-8 18
2 2.4-Dimethvl-3-nitrobicvclol3.2.... 197 C10H15NO3 1000192-17-3 12
3 Methvl 3-amino-2-pvrazinecarboxv... 153 C6H7N302 016298-03-6 11
4 (E)-2-Butenvlcvclopropane 96 C7H12 076588-98-2 11
5 9-Phenyl-5H-benzocycloheptene 218 C17H14 138089-71-1 11
Abundance Scan 1379 (17.348 min): BF089278.D (-1374) (-) m/z 55.10 100.00%
55 8 95 218
1
69 108 122 136
5000 43 148 187
203
‘ | 169 17.00 17.20 17.40 17.60
Ol e e b L m/z 218.20  96.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69902: Furazan-3-amine, 4-(4-methyl-1-piperidylcarbonyl)- M /\
55
41
153
5000 L S PR DU B
83% 180 17.00 17.20 17.40 17.60
70 126 210 m/z 95.10 85.56%
1IN 153
0"”I'”'ILH'PW'WM'”“'A'IM'*P'“W"”I'”'I”"P'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41 55 81
27 95 122 LRSI BN B BRI I
67 107 17.00 17.20 17.40 17.60
5000 m/z 81.10 80.30%
150
135
0 1m
m/z--> ﬁo Jo éo 85 160 150 1&0 160 180 200 250
Abundance #26310: Methyl 3-amino-2-pyrazinecarboxylate e REREE
95 17.00 17.20 17.40 17.60
m/z 122.10 67.07%
153
5000
67
15 28 40 o ‘ 123
OIII‘Illl”l\H Ilwlwll‘l”?]:”‘lIEI'PIQII\‘HHIIH\I A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 19 unknownl7.51 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.51 3.21 ng 52443 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridazine. 3.6-dichloro- 148 C4H2CI2N2 000141-30-0 35
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 10
3 Decane. l-iodo- 268 C10H211 002050-77-3 10
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 10
5 Oxalic acid, 6-ethyloct-3-yl iso... 314 C18H3404 1000309-34-3 10
Abundance Scan 1393 (17.508 min): BF089278.D (-1391) (-) m/z 57.10 100.00%
43 57 71
85
99
124 229
5000 148 185
‘ m 169 || o 7120 17140 17760 1780
Ol e m/z 43.10 84.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22879: Pyridazine, 3,6-dichloro-
85 148
120
5000 L S B B UL
17.20 17.40 17.60 17.80
51 m/z 71.10 78 .40%
d®, el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57 41
85 17.20 17.40 17.60 17.80 |
5000 43 m/z 85.10 74.10%
99

177
13 133 163 191205219533047061

o2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #116705: Decane, 1-iodo- R e R RR B

43 57 17.20 17.40 17.60 17.80
m/z 99.10 53.77%

85
5000 -
29
99
ol 15 M I L L L 1271411%5469183197211 268

ST U P S0 S i (5% -2 L S—— -] B o IR MMM

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089278.D

Aca On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.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 20 (R)-(-)-14-Methyl-8-hexadec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.33 7.26 ng 118797 Perylene-d12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (RY-(-)-14-Methvl-8-hexadecvn-1-ol 252 C17H320 064566-18-3 60
2 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 42
3 6-1sopropenvl-4_.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 38
4 4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 35
5 (+)-(2)-Longipinane 206 C15H26 1000156-12-3 35
Abundance Scan 1465 (18.331 min): BF089278.D (-1460) (-) m/z 95.10 100.00%
[ i T W/\_/\NW
55
5000 19 505
137
41 150
164 231 273 R —
18.00 18.20 18.40 18.60
01 m/z 69.10 95.19%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104165: (R)-(-)-14-Methyl-8-hexadecyn-1-ol
55 8
5000 RN BN B
18.00 18.20 18.40 18.60
123 m/z 109.10 85.22%
0 137152166 195 223 252
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
109
45 RN BN B
137 218 18.00 18.20 18.40 18.60
5000 -8 m/z 123.10 79 .50%
160
95
ol 64 122 174"

Wmﬁwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr... A ERmmaE R
5 18.00 18.20 18.40 18.60
m/z 55.10 74 _.75%

5000

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072516\
Data File : BF089278.D

Acq On = 25 Jul 2016 14:42

Operator : UM/SJ

Sample > H4150-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 .33 6.33 17.9 ng 348218 1 6.56 388857 20.0
Hexadecanoic acid... 12.49 13.7 ng 311616 5 13.68 454002 20.0
5-Octadecene, (E)- 12.56 2.3 ng 51135 5 13.68 454002 20.0
Octadecanoic acid... 13.19 9.0 ng 204138 5 13.68 454002 20.0
Hexacosane 13.57 2.4 ng 53606 5 13.68 454002 20.0
Heptadecane 14.18 3.5 ng 78944 5 13.68 454002 20.0
Heptadecane, 9-oc... 14.75 3.3 ng 54030 6 15.03 327173 20.0
Hexadecane 15.43 8.3 ng 136272 6 15.03 327173 20.0
Heneicosane 15.83 4.4 ng 72388 6 15.03 327173 20.0
unknownl15.94 15.94 3.7 ng 60072 6 15.03 327173 20.0
unknownl16 .69 16.69 8.0 ng 130203 6 15.03 327173 20.0
unknownl17.13 17.13 5.1 ng 83795 6 15.03 327173 20.0
unknownl17 .35 17.35 4.4 ng 71751 6 15.03 327173 20.0
unknownl7.51 17.51 3.2 ng 52443 6 15.03 327173 20.0
(R)-(-)-14-Methyl ... 18.33 7.3 ng 118797 6 15.03 327173 20.0

8270-BF072016.M Tue Jul 26 17:30:27 2016 Page: 19



