LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 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-BF122116.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 3.990 181 184 189 rBvV 270353 502533 11.00% 1.004%
2 4.733 245 249 263 rVB 2154291 3308435 72.40% 6.608%
3 5.190 287 289 292 rBVY 2515725 3733215 81.70% 7 .456%
4 6.265 380 383 390 rBVY 4079110 4569479 100.00% 9.127%
5 6.367 390 392 395 rBV 4424867 4234600 92.67% 8.458%
6 6.505 403 404 406 rBV 50709 50592 1.11% 0.101%
7 6.596 410 412 414 rBV 969865 1016877 22.25% 2.031%
8 6.745 423 425 428 rBVY 3029776 3949259 86.43% 7.888%
9 7.167 459 462 464 rBV 2542271 2612883 57.18% 5.219%
10 7.876 522 524 527 rBVY 1171450 1377502 30.15% 2.751%

11 8.962 616 619 621 rBV 4659364 4521126 98.94% 9.030%
12 9.362 652 654 656 rBvY 394399 339265 7.42% 0.678%
13 9.625 675 677 680 rBV 1405149 1417387 31.02% 2.831%
14 10.082 712 717 718 rBV 60002 82193 1.80% 0.164%
15 10.413 744 746 749 rBV2 2031858 2906898 63.62% 5.806%

16 10.551 755 758 761 rBV 127731 159314 3.49% 0.318%
17 10.996 795 797 798 rBvV2 96172 96820 2.12% 0.193%
18 11.099 804 806 809 rBV 1019223 1380373 30.21% 2.757%
19 11.659 853 855 859 rvv2 630561 627363 13.73% 1.253%
20 11.842 868 871 875 rBV 92590 111058 2.43% 0.222%

21 12.311 910 912 914 rBV 81826 73848 1.62% 0.147%
22 12.357 914 916 921 rVB5 24284 59069 1.29% 0.118%
23 12.437 921 923 929 rBV2 206553 287125 6.28% 0.573%
24 12.539 929 932 934 rVB 67095 85125 1.86% 0.170%
25 12.688 943 945 948 rVvB 2730779 3778202 82.68% 7.546%
26 12.939 963 967 969 rBvV2 44970 83796 1.83% 0.167%
27 13.259 991 995 1001 rBV2 29423 67025 1.47% 0.134%

28 13.602 1022 1025 1034 rBV 364052 531777 11.64% 1.062%
29 13.728 1034 1036 1039 rBV 873404 1022179 22.37% 2.042%

30 13.922 1051 1053 1056 rBV 31286 47245 1.03% 0.094%
31 14.231 1077 1080 1086 rBV 191995 353648 7.74% 0.706%
32 14.517 1102 1105 1107 rBV2 39306 65067 1.42% 0.130%
33 14.642 1114 1116 1119 rVB 131941 128156 2.80% 0.256%
34 14.734 1121 1124 1128 rBV 28148 57828 1.27% 0.116%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.814 1128 1131 1132 rBV 277109 336165 7.36% 0.671%

36 14.837 1132 1133 1139 rVB2 128813 201204 4._.40% 0.402%
37 15.043 1148 1151 1153 rBV 26249 49225 1.08% 0.098%
38 15.088 1153 1155 1158 rBV 716685 902885 19.76% 1.803%
39 15.305 1171 1174 1177 rVB 144610 188612 4._.13% 0.377%
40 15.500 1188 1191 1193 rBV 221684 301353 6.59% 0.602%

41 15.545 1193 1195 1198 rVV 104023 222324 4._.87% 0.444%
42 15.603 1198 1200 1204 rVB2 50759 107906 2.36% 0.216%
43 16.163 1245 1249 1253 rVB 109919 202061 4.42% 0.404%
44 16.346 1261 1265 1268 rBV3 48832 121308 2.65% 0.242%
45 16.448 1268 1274 1280 rVvVv2 750602 1740041 38.08% 3.475%

46 16.551 1280 1283 1284 rVV 188433 372014 8.14% 0.743%
47 16.586 1284 1286 1291 rVV 275878 588373 12.88% 1.175%
48 16.723 1293 1298 1302 rVB4 80379 177510 3.88% 0.355%
49 16.814 1302 1306 1311 rBV2 117313 289933 6.34% 0.579%
50 17.123 1331 1333 1339 rVB5 55877 117971 2.58% 0.236%

51 17.328 1348 1351 1359 rVB2 70283 200121 4._.38% 0.400%
52 17.648 1375 1379 1385 rVB3 41965 109493 2.40% 0.219%

53 17.797 1389 1392 1396 rVV5 23664 88830 1.94% 0.177%
54 17.889 1397 1400 1408 rVB6 34661 112393 2.46% 0.224%

Sum of corrected areas: 50066984
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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:\HPCHEMI\BNA F\DATA\BF011217\

BF092216.D

12 Jan 2017 19:14

UM/SsJ

11029-19

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092216.D
6.37
6.26
4000000
6.74
3000000
5.19 7.17
4.73
2000000
1000000 6.60
3.99
U |G | GRS | W N 1 . S | G | S
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: BF092216.D
8|96
4000000
3000000 12.69
10.41
2000000
9.62
7.88 11.10
1000000
11.66
9.36 13.6(
. | 1008 |[1055 110 \ 1184 1288054 1204 1326
e A o e T A S e S o N B e e T I e e T e B e e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF092216.D
4000000
3000000
2000000
10000008.73 15.09 16.45
4
1300 52 14880 el 15.30500, 16166 351 SRTBIEEL 17121733 17.66719089
I L e e e e e e L e e e e e e R e e e e e B B B s s s s s s s
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:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentene, 3,4-dimethyl-, (E)- Concentration Rank 7

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

3.99 9.88 ng 502533 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 91
2 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 90
3 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 87
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 184 (3.990 min): BF092216.D (-181) (-) m/z 55.05 100.00%
55.0 83.0
5000
39
3.60 3.80 4.00 4.20 4.40
o....,....-‘;l..n.' ol 2270 /7 83.00  98.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
5000 27.0 3.60 3.80 4.00 4.20 4.40
m/z 43.00 55.65%
0...‘.|.‘l‘..‘i“..“ﬁ“l|.‘.“..|‘l..gu‘llouuuul....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
83.0 SRR SRS R
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.10 50.07%
39.0
e R L I S L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3185: 3-Penten-2-one, 4-methyl- T T
55.0 83.0 3.60 3.80 4.00 4.20 4.40
m/z 69.10 46.97%
5000
39.
H r H‘\ ! QLO
e R L I S L S S B S S SRR SRS R
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.73 65.07 ng 3308440 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 249 (4.733 min): BF092216.D (-245) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1

440 460 480 500
o...,....,....,....',':...,..:!,...?,1;9..?3:9.,...=,|....,....,....,....,...., m/z 59.10 59.50%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L L L LA |
59.0 4.40 460 4.80 5.00
m/z 101.10 19.82%
31.0 83.0 101.0
o) YN M| A MU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
A e R
57.0 440 4.60 4.80 5.00
5000 m/z 58.10 14 .54%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T ,
59.0 440 460 480 500

m/z 41.05 9.56%

5000 410
L1730 1260 1420
Obrrrrrrrprrrrprer el 2

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.37 Concentration Rank 1

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

6.37 83.29 ng 4234600 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
2 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 392 (6.367 min): BF092216.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sao || %0 S0 0 ko Gho Gho
Obrrprrre et i S e O m/z 68.10 46.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethy!-
132.0
117.0
5000 SNSRI SRR
6.00 620 6.40 6.60 6.80
39.0 91.0 m/z 134.00 32.92%
no %0 %0 momo o |
o) E—— |||‘| N ||||‘|‘||| |l|| SV PR I\I\” |||l T | N—
mz-> 10 20 % 4 80 80 0 8 0 100 110 150 130 140
Abundance
132.0
117.0 SNEPE AR AR SRR
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 28.83%

91.0
150 27.0 390 510 650 77.0 105.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine T e
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 18.33%
5000
33.0 44.0 o 105.0
126.0_ |, 86.0 ‘
o N AN RS N M N N MMM | SRR £ S M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.66 9.09 ng 627363 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 855 (11.659 min): BF092216.D (-853) (-) m/z 73.00 100.00%
430 730
5000
129.1
97.0 e EEEEREEmEEEne ey
1571 1852 2132 256.3 11,40 11.60 11.80 12.00
[T m/z 43.05 83.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0
129.0 nmnmnmnm
97.0 o , m/z 60.00 81.67%
.0 185.0
0 |||||||||||| IHH‘ MH IH‘\ |“|‘|||‘|||||||‘|| |‘||‘|‘|||“| ||2|3|6.q|||‘|||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
430 1140 1160 1180 1200
5000 129.0 m/z 57.05 71.13%
171.0
97.0 214.0
0 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43.0 73.0 11.40 11.60 11.80 12.00
m/z 41.10 62 .35%
5000 129.0
97.0 199.0 242.0
0 H\ H‘h‘ ’ M‘\ ml ....|..E-.8O.‘O...‘...‘. ""|""|"
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:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknownl2.44 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12 .44 5.62 ng 287125 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvl Nitrite 117 C5H11NO2 000110-46-3 22
2 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 14
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 11
4 Tridecane 184 C13H28 000629-50-5 11
5 Hexadecane 226 C16H34 000544-76-3 11

Abundance Scan 923 (12.437 min): BF092216.D (-921) (-) m/z 43.05 100.00%

43.0 73.0
5000

12.20 12.40 12.60 12.80

Obrrrprrrrfhed m/z 72.95 96.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8238: Amy| Nitrite
41.0
12.20 12.40 12.60 12.80
71.0 m/z 57.05 80.38%
150 ‘ 111} “H h‘
OFrrr et e e e e T e T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R e R R RS
12.20 12.40 12.60 12.80
m/z 59.95 77.97%
5000 85.0
29.0

111.0133.0 161.0 189.0 217.0 245.0 288.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27141: Octane, 2,4,6-trimethyl- R R BERt s R e
57.0 12.20 12.40 12.60 12.80
m/z 41.05 72 .50%
5000
85.0
29.0
| \\ [ \‘ 1270 156.0
o e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.60 10.40 ng 531777 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 1-Docosene 308 C22H44 001599-67-3 90
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 87

Abundance Scan 1025 (13.602 min): BF092216.D (-1022) (-) m/z 57.10 100.00%

57.1

83.1

5000

-

13.20 13.40 13.60 13.80 14.00
m/z 43.10 83.56%

o 139.1 1681  208.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106398: 5-Eicosene, (E)-
55.0

83.0

:

5000 AU
13.20 13.40 13.60 13.80 14.00
29.0 111.0 m/z 83.10 75.79%
o....tnwnnw. 139.0 167.0 196.0 223.0 252.0 280.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
69.0 _r'_'_'_'—r'_'_l_l—l_'_'_'_'—l_'_'_'_'—r'_"
97.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 55.05 74 .09%

125.0

o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene R B
13.20 13.40 13.60 13.80 14.00

m/z 97.05 64 .21%

:

5000

125.0
153.0 181.0 308.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80 14.00

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Tetrapentacontane, 1,54-dib... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.23 6.92 ng 353648 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 90
2 Hexadecane 226 C16H34 000544-76-3 58
3 Nonadecane 268 C19H40 000629-92-5 58
4 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 55
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 52
Abundance Scan 1080 (14.231 min): BF092216.D (-1077) (-) m/z 57.05 100.00%
57.0
V fs Lo 1400 14.20 14.40 14.60
oL+ ....,....,....,.... T m/z 43.05 67.42%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #174828: Tetrapentacontane, 1,54-dibromo-
57.0
5000 LRI UL LR BN R
14.00 14.20 14.40 14.60
50 m/z 71.10 63.19%
ol \‘ H ﬂ m 197.0 267.0337.0 415.0 499.0569.0 670.0 755.0 835.0
m/z--> 0 100 200 300 400 500 600 700 800
Abundance
57.0
1400 14.20 14.40 14.60
5000 m/z 85.05 47 .02%
o 127.0 226.0
mz-> 0 100 200 300 400 500 600 700 800
Abundance #99476: Nonadecane B R EEE T e
57.0 14.00 14.20 14.40 14.60
m/z 55.05 45_76%
- \_ﬁM,A\Nﬁbq_Jf\»f\FAJN»uAyv
oL Ll 7019702680

14.00 14 20 14. 40 14. 60

|
m/z--> 0 100 200 300 400 500 600 700 800

8270-BF122116.M Fri Jan 13 14:02:35 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Pentadecane, 8-heptyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.81 7.45 ng 336165 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 1131 (14.814 min): BF092216.D (-1128) (-) m/z 57.05 100.00%
57.0
85.0 ,
5000
UL 5301 1160 1107200832521 2300 1440 1460 1480 15,00 1520
ol A b T 2091197.222582821 2831 Tayz 71.10 0 72.71%
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57.0
850 14.40 14.60 14.80 15.00 15.20
20.0 m/z 43.10 54 .66%
oL L M3914101600 2190530 09660 3000
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
o 1410 14160 14180 15,00 15,20
5000 m/z 85.05 53.97%
29.0 113.0
0 141.0169.0197.0225.0253.0  296.0
m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl- B B e e e e
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.05 19.11%
- T Mﬂu
o J}JJ&P%@ﬁm%mn)2%%mmmnwm5m
m/z--> 50 100 150 200 250 300 350 1440 14.60 14.80 15.00 15.20

8270-BF122116.M Fri Jan 13 14:02:36 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Cyclopentane, 1,1,3,4-tetra... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.84 4.46 ng 201204 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1.3.4-tetramethy... 126 C9H18 020309-77-7 53
2 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 52
3 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 47
4 Cvclopentane. (2-methvibutvIl)- 140 C10H20 053366-38-4 46
5 1-Octadecanol 270 C18H380 000112-92-5 46

Abundance Scan 1133 (14.837 min): BF092216.D (-1132) (-) m/z 83.10 100.00%

83.1

5000

14.60 14.80 15.00 15.20

01 m/z 97.10 86.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11268: Cyclopentane, 1,1,3,4-tetramethyl-, trans-
83.0
41.0 111.0
5000 LA L L L L L
14.60 14.80 15.00 15.20
m/z 69.10 83.73%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
AN EEa TS e S
60.0 97.0 14.60 14.80 15.00 15.20
5000 : ' m/z 55.10 69.56%
125.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53670: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alph... AN EEa TS e S
55.0 14.60 14.80 15.00 15.20
m/z 111.10 55.45%
97.0
5000
A0 wso o0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14. 80 15. OO 15. 20

8270-BF122116.M Fri Jan 13 14:02:36 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Octadecanal Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.31 4.18 ng 188612 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 14-Octadecenal 266 C18H340 056554-89-3 86
3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 76
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 74
5 1,19-Eicosadiene 278 C20H38 014811-95-1 74

Abundance Scan 1174 (15.305 min): BF092216.D (-1171) (-) m/z 57.10 100.00%

5711 82.0

5000

-

15.00 15.20 15.40 15.60
m/z 82.00 85.91%

0 1371 166.0 194.1 221.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99447: Octadecanal
43.

3

15.00 15.20 15.40 15.60
m/z 43.05 82.67%

5000

137.0 41660 194.0 2220 250.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 82.0
L L o B T
15.00 15.20 15.40 15.60
5000 m/z 83.10 58.10%
N 110.0 147.0 221.0 252.0
o “168.0 196.0 240 %2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93393: 1,16-Hexadecanediol R R e R
55.0 15.00 15.20 15.40 15.60
m/z 96.05 57.75%
5000
31.0
109.0
o “‘ ‘ H 1380 166.0 194.0 222.0
RRARRNEARE S R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60

8270-BF122116.M Fri Jan 13 14:02:37 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.50 6.68 ng 301353 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 86
4 10-Methvlnonadecane 282 C20H42 056862-62-5 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1191 (15.500 min): BF092216.D (-1188) (-) m/z 57.10 100.00%
57.1
T ,~JL_J&__AA\“Nv~,A.
5000
113.1 15.20 15.40 15.60 15.80
141.1
o...,....,|'...|,..|:.,|.-...1|,..a|. brreriopl 1972 2393 2811 | w7z 71.10 67.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
85.0
5000 LR B B B B
15.20 15.40 15. 60 15.80
0.0 1130 m/z 43.10 57.07%
e stoterabe o 4101690 1070 2250 2530 2960
m/z--> 25 Jo eb 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
57.0
'15.20 15.40 15.60 15.80
5000 85.0 m/z 85.10 54 _.06%

29.0

113.0 210.0
141.0 189.0 239.0 266.0  309.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115577: Pentadecane, 8-hexyl- S R ST
43.0 15.20 15.40 15.60 15.80
m/z 55.05 21.02%
71.0
5000
99.0 196.0
o | | 1270 1550 | ,225.0 252.0 280.0
T T e T e e e e R R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15. 60 15.80

8270-BF122116.M Fri Jan 13 14:02:38 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Bacteriochlorophyll-c-stearyl Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.55 4.92 ng 222324 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 90
2 1-Octadecanol 270 C18H380 000112-92-5 90
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 80
4 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 60
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 58

Abundance Scan 1195 (15.545 min): BF092216.D (-1193) (-) m/z 83.10 100.00%
8d.L
5000
E 150 1540 1560 15580
o m/z 97.05 97.39%
m/z-> 0 100 200 300 400 500 600 700 800
Abundance #174723: Bacteriochlorophyll-c-stearyl
83.0
5000 AL BRI UL B
15.20 15.40 15.60 15.80
m/z 57.10 89.26%
4.0224.0
ol Ll dkmm_‘ | , 3270 4360 554.0 822.0
m/z-> 0 100 200 300 400 500 600 700 800
Abundance
43.0
15.20 15.40 15.60 15.80
5000 111.0 m/z 55.10 87.82%
224.0
O r - r T T T T T T
m/z-> 0 100 200 300 400 500 600 700 800
Abundance #154046: Bromoacetic acid, octadecyl ester R EEEma T L
43, 15.20 15.40 15.60 15.80
m/z 69.10 86.56%
5000
1.0
MMl oo e
m/z-> 0 100 200 300 400 500 600 700 800 1520 15.40 15.60 15.80

8270-BF122116.M Fri Jan 13 14:02:38 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Oxirane, hexadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.16 4_.48 ng 202061 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 80
3 Octadecanal 268 C18H360 000638-66-4 72
4 1.16-Hexadecanediol 258 C16H3402 007735-42-4 68
5 1,19-Eicosadiene 278 C20H38 014811-95-1 58

Abundance Scan 1249 (16.163 min): BF092216.D (-1245) (-) m/z 57.05 100.00%

5000

111.1

15.80 16.00 16.20 16.40
m/z 82.05 84.17%

1381 41661

0 211.0 249.1 2820

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99461: Oxirane, hexadecyl-
82.0

5000 LA L L L L L L L LB B
15.80 16.00 16.20 16.40
0
20.0 136.0 m/z 43.10 82.34%
o 211.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
T T
15.80 16.00 16.20 16.40
5000 m/z 96.05 64.66%
110.0
138.0

166.0 194.0 236.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99446: Octadecanal R R RREEEEa
43.0 82. 15.80 16.00 16.20 16.40

m/z 83.10 59.82%
5000

o 250.0

‘ 1380 166.0 194.0 222

0"'|'i'"i" e e R ma e

I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40

8270-BF122116.M Fri Jan 13 14:02:39 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 1H-Cycloprop[e]azulene, 1la,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.45 38.54 ng 1740040 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvcloproplelazulene. 1a.2.3.5... 204 C15H24 021747-46-6 64
2 1.4-Methano-1H-indene. octahvdro... 204 C15H24 087064-18-4 60
3 1-Naphthalenecarboxvlic acid. de... 316 C21H3202 001235-39-8 51
4 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 49
5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 46

Abundance Scan 1274 (16.448 min): BF092216.D (-1268) (-) m/z 204.20 100.00%

2

5000

i
—

16.20 16.40 16.60 16.80

393.4 440.4

0 m/z 135.10 77.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58932: 1H-Cycloprop[e]azulene, 1a,2,3,5,6,7,7a,7b-octahyd...
0
161.0
204.0
16.20 16.40 16.60 16.80
‘ m/z 69.10 64.41%
0 gL d ‘.L.i,.... N —
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0
161.0 B B o o B S S
16.20 16.40 16.60 16.80
5000 204.0 m/z 121.05 59.75%
41.0
128.0
oA b e oy
m/z--> 50 100 150 200 250 300 350 400
Abundance #126231: 1-Naphthalenecarboxylic acid, decahydro-1,4a-dime...
121.0 316.0 16.20 16.40 16.60 16.80

m/z 133.05 57.06%

5000

-

m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80

8270-BF122116.M Fri Jan 13 14:02:40 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 3-Methoxy-6,7,8,9-tetrahydr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.55 8.24 ng 372014 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 64
2 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 58
3 4.4.9.9-Tetramethvl-4_ 9-disilatr... 218 C12H18Si2 1000280-67-7 52
4 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 45
5 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 43
Abundance Scan 1283 (16.551 min): BF092216.D (-1280) (-) m/z 218.15 100.00%
218.2
5000 59.0
119.0 189.1  ERRER R e S B
147.1 16.20 16.40 16.60 16.80
257.2278.1
ol Lk ]19..‘?',..||..,!'...,'....,....,....,... m/z 203.20  67.38%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68005: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
218.0
5000
190.0 16.20 16.40 16.60 16.80
69.0 m/z 58.95 42 .87%
0 390\ LL ‘\ 91\0 \1\1\50\ 14701674} | “ ‘
miz-> 20 4 60 80 100 130 140 160 150 200 220 240 240 280
Abundance
218.0
16.20 16.40 16.60 16.80
5000 m/z 43.00 28.93%
189.0

270 630 1010 .94 1650

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

Abundance #67964: 4,4,9,9-Tetramethyl-4,9-disilatricyclo[6.2.0.0(3,6... R e EEaE L
203.0 16.20 16.40 16.60 16.80

m/z 58.00 25.50%
5000
0 430\ I 83.0 10901310 15\90\ L |
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIHIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80

8270-BF122116.M Fri Jan 13 14:02:40 2017

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Germanicol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.59 13.03 ng 588373 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Germanicol 426 C30H500 000465-02-1 50
2 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000192-43-5 45
3 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 38
4 _delta.-Selinene 204 C15H24 028624-23-9 35
5 Naphthalene, 2,3,4,4a,5,6-hexahy... 204 C15H24 000473-14-3 35
Abundance Scan 1286 (16.586 min): BF092216.D (-1284) (-) m/z 189.20 100.00%
189.2
5000
“ 35.1 231.2
425.4 16.20 16.40 16.60 16.80 17.00
ol |'-|“ ] --“LI' l.'i.l.,.2:8.1.1,....,....,..1.., m/z 177.15  83.36%
m/z--> 15 200 250 300 350 400
Abundance #161258: Germanicol
204.0
131.0
5000
95.0 16.20 16.40 16.60 16.80 17.00
55.0 m/z 204.20 68.89%
04 \H?E.\ hh ) u‘ \‘ 2570 2970 3390 39‘3 0\4250
m/z--> 50 100 1%0 260 2%0 360 3%0 460 '
Abundance
189.0
133.0 16,20 16.40 16.60 16.80 17.00
5000 910 m/z 95.10 43.96%

41.0 :
N
m/z--> 50 100 150 200 250 300 350 400

Abundance #58880: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2... R
189.0 16. 20 16. 40 16. 60 16. 80 17. OO

m/z 109.10 37.32%

5000 105.0 M/\\‘A/A~/\N/f\_//k/\\ﬂg\r‘ﬁ
41.0
_ Mui“ h|k47 \

m/z--> 50 100 150 200 250 300 350 400 16. 20 16. 40 16. 60 16. 80 17. OO

o
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF011217\
BF092216.D

12 Jan 2017 19:14

UM/SJ

11029-19

13 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 13

Peak Number

19 unknownl16.81

R.T. EstConc Area Relative to ISTD R.T.
16.81 6.42 ng 289933 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 47
2 5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220 006754-66-1 46
3 Acetic acid. 3-hvdroxv-6-isoprop... 278 C17H2603 1000185-44-8 38
4 7-Oxabicvclol4.1.0lheptane. 2.2.... 218 C15H220 070038-20-9 35
5 3-Acethyl-6-methoxycoumarine 218 C12H1004 013252-80-7 35

Abundance Scan 1306 (16.814 min): BF092216.D (-1302) (-) m/z 218.20 100.00%
218.2
soo| 431 1070 /\
47.1
il 25f'2 2 8144144 16.40 16.60 16.80 17.00 17.20
0 A U N R m/z 43.10 50.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68225: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218.0
41.0 910 133.0
5000 175.0 LA SRR B BRI B
16.40 16.60 16.80 17.00 17.20
m/z 107.00 48.02%
ol ‘MWU.Lt,‘.... N
m/z--> 50 100 150 200 250 300 350 400
Abundance
218.0
16.40 16.60 16.80 17.00 17.20
5000 176.0 m/z 95.10 45.91%
41.0 g1 1330
L L (L L B L UL B J\/\//\VAJ\V,\A~P_MN
m/z--> 50 100 150 200 250 300 350 400
Abundance #105183: Acetic acid, 3-hydroxy-6-isopropenyl-4,8a-dimethy ... R B B
43.0 16.40 16.60 16.80 17.00 17.20
m/z 135.05 42 .32%
5000 950  147.0 218.0 ’¥v/\&/J\h_/\h/\\—AMA”Aﬁ\\A‘~
85.0
Olller{\U: ll“l:liil\'lilt\llll2|6|0.$)lllllll|llll|ll —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092216.D

Aca On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 7-Azabicyclo[4.1.0]heptane,... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.33 4.43 ng 200121 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Azabicvclol4.1.0lheptane. 1-me... 111 C7H13N 025022-25-7 70
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 58
3 Benzocvclodecene. tetradecahvdro- 194 C14H26 061142-06-1 49
4 Bicvclol4.1.0Theptane. 7-butvl- 152 C11H20 018645-10-8 49
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 49

Abundance Scan 1351 (17.328 min): BF092216.D (-1348) (-) m/z 57.10 100.00%

0

:

5000
1101 TrrprrrryrrrryrrrrJrrrr
138.2161.0 192.0 2211 2820 17.00 17.20 17.40 17.60
01 . m/z 82.05 89.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6012: 7-Azabicyclo[4.1.0]heptane, 1-methyl-
82.0
42.0
5000 LA L L L L L LB L |
17.00 17.20 17.40 17.60
110.0 m/z 43.10 72.21%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
R e o EEREE
17.00 17.20 17.40 17.60
5000 m/z 96.05 57.44%
110.0
138.0

166.0 194.0 236.0 264.0

.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52093: Benzocyclodecene, tetradecahydro- T
96.0 17.00 17.20 17.40 17.60
m/z 97.10 52.48%
55.0
5000
29.0
0 124.0 152.0 194.0
1 IIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011217\
Data File : BF092216.D

Acq On : 12 Jan 2017 19:14

Operator : UM/SJ

Sample : 11029-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentene, 3,4-di... 3.99 9.9 ng 502533 1 6.60 1016880 20.0
2-Pentanone, 4-hy... 4.73 65.1 ng 3308440 1 6.60 1016880 20.0
unknown6 .37 6.37 83.3 ng 4234600 1 6.60 1016880 20.0
n-Hexadecanoic acid 11.66 9.1 ng 627363 4 11.11 1380370 20.0
unknownl2 .44 12.44 5.6 ng 287125 5 13.73 1022180 20.0
5-Eicosene, (E)- 13.60 10.4 ng 531777 5 13.73 1022180 20.0
Tetrapentacontane... 14_.23 6.9 ng 353648 5 13.73 1022180 20.0
Pentadecane, 8-he... 14.81 7.5 ng 336165 6 15.09 902885 20.0
Cyclopentane, 1,1... 14.84 4.5 ng 201204 6 15.09 902885 20.0
Octadecanal 15.31 4.2 ng 188612 6 15.09 902885 20.0
Heneicosane 15.50 6.7 ng 301353 6 15.09 902885 20.0
Bacteriochlorophy... 15.55 4.9 ng 222324 6 15.09 902885 20.0
Oxirane, hexadecyl- 16.16 4.5 ng 202061 6 15.09 902885 20.0
1H-Cycloprop[elaz... 16.45 38.5 ng 1740040 6 15.09 902885 20.0
3-Methoxy-6,7,8,9... 16.55 8.2 ng 372014 6 15.09 902885 20.0
Germanicol 16.59 13.0 ng 588373 6 15.09 902885 20.0
unknownl16.81 16.81 6.4 ng 289933 6 15.09 902885 20.0
7-Azabicyclo[4.1.... 17.33 4.4 ng 200121 6 15.09 902885 20.0
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