LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 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-BF060716_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

1.713 10 11 52 rVvB 1047319 2600564 79.99% 20.694%
5.176 312 314 331 rBV3 55004 139077 4.28% 1.107%
416 rBV 69649 159146 4_.90% 1.266%
6.353 416 417 435 rVV 123875 214464 6.60% 1.707%
6.582 435 437 449 rVwV 372135 425723 13.09% 3.388%
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6.742 449 451 460 rVB 98485 141710 4_36% 1.128%
7.165 486 488 501 rBvV 50644 105609 3.25% 0.840%
552 rBvV 482147 559391 17.21% 4.451%
8.948 642 644 651 rBvY 234836 226617 6.97% 1.803%
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1 9.348 678 679 685 rVvB 40879 37312 1.15% 0.297%
11 9.611 700 702 705 rBV 597570 648202 19.94% 5.158%
12 10.399 770 771 778 rBB 69524 92443 2.84% 0.736%
13 11.085 829 831 841 rBVv2 400509 564933 17.38% 4._.495%
14 11.428 857 861 863 rBvV 25265 46418 1.43% 0.369%

15 11.497 865 867 870 rBvV 611223 710824 21.86% 5.656%

16 12.205 924 929 932 rBV2 1778000 3251155 100.00% 25.871%
17 12.285 934 936 939 rVB 317315 277333 8.53% 2.207%
18 12.674 968 970 972 rBV 130146 154120 4.74% 1.226%

19 12.914 989 991 995 rVvB 34840 52728 1.62% 0.420%
20 13.577 1047 1049 1052 rVB 41397 48703 1.50% 0.388%
21 13.680 1052 1058 1059 rBV5 14011 35002 1.08% 0.279%
22 13.714 1059 1061 1064 rBV 513787 525352 16.16% 4.181%
23 13.897 1074 1077 1080 rBV 47943 65108 2.00% 0.518%
24 14.194 1101 1103 1109 rBV 51805 101621 3.13% 0.809%
25 14.297 1109 1112 1117 rBV5 22988 77492 2.38% 0.617%
26 14.491 1127 1129 1132 rBV 71641 90710 2.79% 0.722%
27 14.777 1152 1154 1156 rVB 53405 51655 1.59% 0.411%
28 15.074 1178 1180 1186 rBV 398372 541024 16.64% 4 _305%
29 15.451 1211 1213 1215 rBV 42860 68787 2.12% 0.547%
30 15.623 1226 1228 1236 rVB2 61737 137111 4.22% 1.091%
31 15.863 1247 1249 1252 rVB 41977 65821 2.02% 0.524%
32 15.988 1257 1260 1265 rVB2 45173 109538 3.37% 0.872%
33 16.343 1288 1291 1295 rBV2 33613 71162 2.19% 0.566%
34 16.457 1299 1301 1303 rVVv2 28099 45579 1.40% 0.363%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.514 1304 1306 1313 rVB4 31537 64314 1.98% 0.512%
36 17.566 1396 1398 1405 rVB4 18224 59971 1.84% 0.477%

Sum of corrected areas: 12566719
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On : 24 Jun 2016 20:49

Operator : UM/SJ

Sample - H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088343.D

1500000

1.71
1000000

500000
6.58

5.18 ﬁéﬁg A¥ 7.16
™ N A

e e T A |G N—

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 6 6 O 7.50
Abundance TIC: BF088343.D

12121

1500000

1000000

9.61 11.50
7.87
500000 11.09

9.35 10.40 11. 12.91 13.
_!\.,\..._A_.._.,J\

e L |

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11. 50 12. OO 12. 50 13. OO
Abundance TIC: BF088343.D

1500000

1000000

13.71
500000 15.07

14.49 14.78 15.45562158599 16 pgai61

13 813 90 14141930 17.57

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\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 unknown6.35 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

6.35 10.08 ng 214464  1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
-Aminoindole 132 C8H8N2 005192-03-0 10
-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

abrwNPE
NhOTOTW

Abundance Scan 417 (6.353 min): BF088343.D (-416) (-) m/z 132.00 100.00%

132
5000 68
—v—v—rv—v—v—v—rv—v—r

6.00 6.20 6.40 6.60
m/z 68.10 42 .68%

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

5000 e
6.00 6.20 6.40 6.60

51 78 m/z 134.00 33.07%

SN /G (NN NOU AN | SRR |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance
132

6.00 6.20 6.40 6.60

5000 m/z 66.00 26.94%
33 44 o g7 105
78
51 60 86 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T ./\.. et S
132 6.00 6.20 6. 40 6.60

m/z 69.10 16.99%

5000
104
5]_ 66 77
14 27 37 44 5! 58 | 5. 89 97 || 115

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 4 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.50 25.16 ng 710824 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Hexadecanoic acid, 15-methyl-, m._.. 284 C18H3602 006929-04-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 90
Abundance Scan 867 (11.497 min): BF088343.D (-865) (-) m/z 74.00 100.00%
7
5000
I‘ ﬂ7 ) o 1151291T3157171185199213227241 270 11.20 11.40 1160 11.80__
SNBSS 1 W N S e e B m/z 87.00 71.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119400: Hexadecanoic acid, methy! ester
74
5000 L SR I I I
43 11.20 11.40 11.60 11.80
7 143 007 m/z 43.10 31.08%
2 9 e ey 70
m/z--> 20 4b eb 80 100 150 140 1éo 180 200 220 240 260 280
Abundance
74
1120 11.40 11.60 11.80 _
5000 43 m/z 55.05 25.11%
29 57
97 1151291%3157171185100013227041 270
wmwmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131317: Hexadecanoic acid, 15-methyl-, methyl ester B EEEmEAmmREEIEEE IS
74 11.20 11,40 11.60 11.80
m/z 41.10 23.20%
5000 43
7
29 97 143
L \M \\‘\ Ly 115129 l 157171135199213227241255 285
m/z--> 20 4b 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11,40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.21 115.10 ng 3251160 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl_... 296 C19H3602 000112-62-9 99
2 cis-13-0Octadecenoic acid, methyl... 296 C19H3602 1000333-58-3 99
3 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 99
4 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 99
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
Abundance Scan 929 (12.205 min): BF088343.D (-924) (-) m/z 55.10 100.00%

5000

_E;:E§5=_

264 11.80 12.00 12.20 12.40 12.60
296 328 "m/z 69.05 70.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141300: 9-Octadecenoic acid (2)-, methyl ester

o
SN
©
~

5000 | BLILIL BNLINL L N L L L L L LB B
264 11.80 12.00 12.20 12.40 12.60
25 123 15p 180 299 m/z 41.10 62.10%
199 246 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
T
11.80 12.00 12.20 12.40 12.60
5000 4 g7 m/z 74.10 58.19%
264
123
180 222
15 152 199 246 296
WWWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141308: 6-Octadecenoic acid, methyl ester, (2)- T EEAS A R
1 11.80 12.00 12.20 12.40 12.60
m/z 83.10 54 _.40%
74
5000
96
123 264
15 141157 180 199 222 o5 296

1 T I 1 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.29 9.82 ng 277333 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 99
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 91
Abundance Scan 936 (12.285 min): BF088343.D (-934) (-) m/z 74.00 100.00%
74
5000
43
o | |97 s 12,00 12.20 12.40 12.60
199 255 : . . .
...,....,|'....',..|-'..,'.!..l,'..lul.?..'..,l... 2 28 Tm/z 87.00  76.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143126: Methyl stearate A
74
5000 LR IR k--- T T
43 12.00 12:20 12,40 12.60
143 m/z 43.10 31.93%
s % e % T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
12,00 12.20 12.40 12.60
5000 m/z 55.10 24 _90%
43
21 %9 97 15 ysp 185 15 24lpgs 284
wﬁmmﬁmwﬂwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester e AA R e
74 12.00 12.20 12.40 12.60
m/z 41.10 21.15%
5000 43 M—/\
il ‘ A E A t3158 185200 2274 210
m/z--> 20 Jo eb éo 100 120 140 160 180 200 220 240 260 2éo 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 Triacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.90 2.48 ng 65108 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 1077 (13.897 min): BF088343.D (-1074) (-) m/z 57.10 100.00%
57
85
5000
113 PR BN BN LY
A e m/z 71.10 71.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219830: Triacontane
57
85
5000 R SR DR BRI B
Bmmmmmmm
13, m/z 43.10 53.91%
29 1169 197 225
| L ‘ H\ ‘\ \\‘ u‘ \‘ \\ 1 L4y 253 281 309 337 365 393 422
m/z--> §o 100 150 260 250 360 3%0 460
Abundance
57
13.60 13.80 14.00 14.20
5000 m/z 85.10 53.16%
85
29 113 141 169 197 225 253 281 323 351 380
m/z--> §o 160 1%0 260 250 360 3%0 460
Abundance #194493: Hexacosane LI L L L L BB
57 13.60 13.80 14.00 14.20
m/z 55.10 21.77%
5000 85
2901 || M8 141 160 107 205 253 295 323 367

e e e e e R R RERAEE s e

m/z--> 50 100 150 200 250 300 350 400 13. 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 Hexadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.19 3.87 ng 101621 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heptadecane 240 C17H36 000629-78-7 83
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 1103 (14.194 min): BF088343.D (-1101) (-) m/z 57.10 100.00%
57
85
5000
| , B 1o s - 13150 14100 14120 1440 1460
|||||'| I||J Jul- Ly '|“'|| I| |"|'|I|'|"||||||||||||||||||| m/z 71_10 69_71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane
57
5000 A A DU BRI B
g5 Bmmmmmmmmm
29 m/z 43.10 55.39%
‘ m | | J 113 141 169 197 226
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance
57
g5 13.80 14.00 14.20 14.40 14.60
5000 m/z 85.10 52.19%
29
113 141 169 197 240
miz-> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane e e o o AR
57 13.80 14.00 14.20 14.40 14.60
m/z 55.10 23.12%
5000 85
113 141
|7, 141 169 107 225 253 281 309 337 365 437
m/z--> 5'0 1(')0 1&1,0 2(')0 251,0 3(')0 3&1,0 4(')0 ! 13. 80 14. 00 14 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 10 unknownl1l4.30 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.30 2.95 ng 77492 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane, 6-methyl- 324 C23H48 055124-81-7 16
2 Octadecanoic acid, 2-oxo-, methy... 312 C19H3603 002380-18-9 14
3 Titanyl acetylacetonate 262 C10H1405T1 014024-64-7 12
4 Succinic acid, 2-isopropoxypheny... 404 C25H2405 1000357-97-7 10
5 cis-2,3,6-Trimethoxy-._beta.-meth... 253 C12H15NO5 005556-80-9 10
Abundance Scan 1112 (14.297 min): BF088343.D (-1109) (-) m/z 57.10 100.00%
57
253
5000
4 T T
| 14.00 14.20 14.40 14.60
e m/z 71.10 68.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164583: Docosane, 6-methyl-
57
5000 L AR SRR B B
4 98 14.00 14.20 14.40 14.60
m/z 253.20 62.78%
“ M |8 é ‘ 127 153169 197 224 2 551 309
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
N'l“"w"w"“l'“'
14.00 14.20 14.40 14.60
5000 41 m/z 43.10 52.21%
85
109 253
137
mmmwmﬁwmvﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #111759: Titany| acetylacetonate R EEEER RS S
43 14.00 14.20 14.40 14.60
163 m/z 85.10 47 .35%
5000 262
64 145
15 81 181 219
121 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 Hexacosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.45 2.54 ng 68787 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 76
2 Tridecane, 7-propyl- 226 C16H34 055045-09-5 76
3 Eicosane 282 C20H42 000112-95-8 76
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 74
5 Hexadecane 226 C16H34 000544-76-3 74

Abundance Scan 1213 (15.451 min): BF088343.D (-1211) (-) m/z 57.10 100.00%
57
5000
113 145 166 101 011231252 284 15.20 15.40 15.60 15.80
m/z 71.10 76 .34%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LI SRR BULIURE UL R
1520 15.40 15.60 15.80
m/z 43.10 53.80%
29 113
‘ k h Lol Ty 141 169 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance
43
7 ' 15.20 15.40 15.60 15.80
5000 m/z 85.10 51.90%
140
99 183
226
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane e AR RRRES T
57 15.20 15.40 15.60 15.80
m/z 55.10 21.31%
85
5000
113
2, i Llo | M 160 197 205 g5y 282
m/z--> 50 100 150 200 250 300 350 1520 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 unknownl5.62 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.62 5.07 ng 137111 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Benzenediol, 2-[(1,4,4a,5,6,... 314 C21H3002 039707-55-6 46
2 Anthracene, 9-butyltetradecahydro- 248 C18H32 055133-89-6 38
3 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 37
4 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 32
5 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 27

Abundance Scan 1228 (15.623 min): BF088343.D (-1226) (-) m/z 191.15 100.00%

191

5000

Is=

324 15.40 15.60 15.80 16.00
m/z 95.10 51.86%

208223 93255271

287

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156770: 1,4-Benzenediol, 2-[(1,4,4a,5,6,7,8,8a-octahydro-...
191
41 123
95
5000 69 IIII|IIIIIIIIIIIIIII
175 15.40 15.60 15.80 16.00
314 m/z 81.10 47 .41%
149
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95 191
41 TI T T[T T rrrrprrrrrri
67 15.40 15.60 15.80 16.00
5000 m/z 177.15 45 .23%
248
135 152
110 176 | 206 233
WWWWWTWWWWW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #190939: Anthracene, 9-dodecyltetradecahydro- R  RREEEEES e
95 191 15.40 15.60 15.80 16.00

m/z 123.10 44 _04%

5000

is

206221236 264280 303318
.
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 15

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

15.86 2.43 ng 65821 Perylene-di12 15.07

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87

2 Hexacosane 366 C26H54 000630-01-3 87

3 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 80
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80

5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80

Abundance Scan 1249 (15.863 min): BF088343.D (-1247) (-) m/z 57.10 100.00%

57

5000

245

113 141 174 199218

15.60 15.80 16.00 16.20

m/z 71.10 79.26%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA L L LB L LN
15.60 15.80 16.00 16.20
m/z 43.10 59.04%
29 113
\‘ Jl h “\ I h‘ u‘ l 1?1 ! 169 197 225 253 296
LA e o e e B e T B e S o o o o o
m/z--> 50 100 150 200 250 300 350
Abundance
57
R R EE e
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 56.23%
29
13 141 160 107 225 253 205 323 367
T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #96002: Tridecanol, 2-ethyl-2-methy!- R L e
57 15.60 15.80 16.00 16.20
m/z 55.10 22 .39%
5000 85
113 211
141
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 unknownl5.99 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.99 4.05 ng 109538 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one, 4-(2,5,6,6-tetram... 206 C14H220 000079-70-9 49
2 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 47
3 .beta.-iso- Methyl ionone 206 C14H220 1000285-40-2 46
4 A nthracene 9-(3-butenyl)- 232 C18H16 097451-55-3 38
5 1-(3-Nitro-phenyl)-pyrrolidine 192 C10H12N202 1000300-34-7 38
Abundance Scan 1260 (15.988 min): BF088343.D (-1257) (-) m/z 191.15 100.00%
191
5000 o5
g 123
163 LRI UM SR SRR BN
147 218 . 269287 341 15.60 15.80 16.00 16.20 16.40
m/z 95.10 34 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #66152: 3-Buten-2-one, 4-(2,5,6,6-tetramethyl-1-cyclohexen...
191
5000 UL
a1 15.60 15.80 16.00 16.20 16.40
m/z 69.10 29.86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
191
L
15.60 15.80 16.00 16.20 16.40
5000 m/z 81.10 29.58%
43 123 149
27 69 91 175 | 207
WWWTWWTWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #66096: .beta.-iso-Methyl ionone A ERmEa mEa S
191 15.60 15.80 16.00 16.20 16.40
m/z 123.10 25.33%
5000{ 28
95 135 163
% |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 60 15. 80 16. 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.34 2.63 ng 71162 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 64
2 Heneicosane 296 C21H44 000629-94-7 64
3 Hexadecane 226 C16H34 000544-76-3 64
4 Octadecane, l-iodo- 380 C18H371 000629-93-6 64
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 59

Abundance Scan 1291 (16.343 min): BF088343.D (-1288) (-) m/z 57.10 100.00%

g7
5000 /\\/“v—~J~ﬂkd/\xJJ“x\.,_fox

245

16.00 16.20 16.40 16.60
m/z 71.10 76.77%

113

16813 202219

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000 LA L L L L L LB L L B
4 16.00 16.20 16.40 16.60
m/z 85.10 57.11%
bkl JaL 169 10715 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
B R e e R
85 16.00 16.20 16.40 16.60
5000 m/z 43.10 46.14%
41
113
26 141 169 197 225 253268 296

memwmmwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #83026: Hexadecane R R Bmman

57 16.00 16.20 16.40 16.60
m/z 83.10 20.68%

85
5000 4
113
226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. OO 16 20 16 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 unknownl6.51 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.51 2.38 ng 64314 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amiphenazole 191 C9HON3S 000490-55-1 38
2 1,2,4-Thiadiazol-5-amine, 3-(phe... 191 C9H9N3S 017467-27-5 25
3 Phenol, 2,6-bis(1l,1-dimethylethyl)- 206 C14H220 000128-39-2 22
4 1-(3,6,6-Trimethyl-1,6,7,7a-tetr... 206 C13H1802 1000194-97-2 22
5 2,5,5,8a-Tetramethyl-4-methylene... 206 C14H220 093175-76-9 22

Abundance Scan 1306 (16.514 min): BF088343.D (-1304) (-) m/z 191.15 100.00%

1

5000
205
39 229243 267 MM
16.20 16.40 16.60 16.80

m/z 95.10 71.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #54042: Amiphenazole
191
5000 121 L TTTT TTTT TTT T T
16 20 16. 40 16. 60 16.80
77 104 149 m/z 81.05 45 .64%
163
M\ ot Wy |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
R N R mEmR e
o1 16.20 16.40 16.60 16.80
5000 116 m/z 123.10 39.66%
149
39 74 132
mwmwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66108: Phenol, 2,6-bis(1,1-dimethylethyl)- R B!
191 16.20 16.40 16.60 16.80
m/z 83.10 39.11%
5000
206
74 91
115 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 20 16. 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17 .57 2.22 ng 59971 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 Hentriacontane 437 C31H64 000630-04-6 49
3 Heneicosane 296 C21H44 000629-94-7 49
4 Hexacosane 366 C26H54 000630-01-3 49
5 Octacosane 394 C28H58 000630-02-4 49
Abundance Scan 1398 (17.566 min): BF088343.D (-1396) (-) m/z 57.10 100.00%
57
85 W
5000
110 167 211 282 R B e
' TR 17.20 17.40 17.60 17.80
e e e m/z 71.10 70.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 L DAL B UL B
ﬂ%ﬂ@ﬂ%ﬂ%
m/z 85.10 62 .65%
2“9\‘\ ‘h H\ H\ h‘ u‘ 1 \\ \1§9 197 225 253 282
m/z--> 55 100 1%0 200 250 360 3%0 460 !
Abundance
57
17.20 17.40 17.60 17.80
5000 m/z 43.10 38.71%
85
29 113 149
169 197 225 253 280 309 351 379 407 436
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #141426: Heneicosane R BEEmm R B
57 17.20 17.40 17.60 17.80
m/z 55.10 24 .00%
85
5000
29 113
| | |7]7 141 169 197 225 253 206
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 4(')0 ! 17'20 17. 40 17. 60 17. 80 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062416\
Data File : BF088343.D

Acq On 24 Jun 2016 20:49

Operator : UM/SJ

Sample : H3602-15 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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 .35 6.35 10.1 ng 214464 1 6.58 425723 20.0
Hexadecanoic acid... 11.50 25.2 ng 710824 4 11.09 564933 20.0
9-Octadecenoic ac... 12.21 115.1 ng 3251160 4 11.09 564933 20.0
Methyl stearate 12.29 9.8 ng 277333 4 11.09 564933 20.0
Triacontane 13.90 2.5 ng 65108 5 13.71 525352 20.0
Hexadecane 14.19 3.9 ng 101621 5 13.71 525352 20.0
unknown14 .30 14.30 3.0 ng 77492 5 13.71 525352 20.0
Hexacosane 15.45 2.5 ng 68787 6 15.07 541024 20.0
unknownl15.62 15.62 5.1 ng 137111 6 15.07 541024 20.0
Heneicosane 15.86 2.4 ng 65821 6 15.07 541024 20.0
unknownl15.99 15.99 4.0 ng 109538 6 15.07 541024 20.0
Heptadecane 16.34 2.6 ng 71162 6 15.07 541024 20.0
unknownl16.51 16.51 2.4 ng 64314 6 15.07 541024 20.0
Eicosane 17.57 2.2 ng 59971 6 15.07 541024 20.0
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