LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 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-BF092016.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 1.644 4 5 54 rVB 2652555 7558951 100.00% 12.038%
2 4 _.559 257 260 269 rBV 323676 525651 6.95% 0.837%
3 5.039 299 302 304 rBVY 2200996 2432680 32.18% 3.874%
4 6.136 395 398 400 rBVY 2220757 2425011 32.08% 3.862%
5 6.239 405 407 410 rVvV 2152609 2349932 31.09% 3.742%
6 6.479 426 428 430 rBV 591319 685193 9.06% 1.091%
7 6.627 439 441 444 rBV 1704997 1874378 24.80% 2.985%
8 7.050 475 478 480 rBVY 1633099 1650909 21.84% 2.629%
9 7.759 538 540 543 rBV 852050 883323 11.69% 1.407%
10 8.845 632 635 637 rBY 1751949 2239668 29.63% 3.567%

11 9.245 667 670 672 rBV 663207 777898 10.29% 1.239%
12 9.496 690 692 695 rvVB 891667 907419 12.00% 1.445%
13 10.285 758 761 763 rBV 1303931 1311828 17.35% 2.089%
14 10.433 772 774 777 rVB 90096 122570 1.62% 0.195%
15 10.971 818 821 823 rBV 731231 790660 10.46% 1.259%

16 11.531 868 870 874 rBvV2 61306 76598 1.01% 0.122%
17 12.091 916 919 920 rBV 109931 100619 1.33% 0.160%
18 12.377 942 944 947 rBV3 118242 111156 1.47% 0.177%
19 12.548 956 959 962 rBV 1257736 1131910 14.97% 1.803%
20 12.788 978 980 981 rBV 69753 123953 1.64% 0.197%

21 12.811 981 982 984 rVB 456246 364367 4.82% 0.580%
22 13.051 998 1003 1005 rBV2 72405 113711 1.50% 0.181%
23 13.108 1005 1008 1013 rVV5 89290 238346 3.15% 0.380%
24 13.177 1013 1014 1016 rVvVv 500378 594490 7.86% 0.947%
25 13.211 1016 1017 1018 rVvVv 107224 87759 1.16% 0.140%

26 13.325 1024 1027 1031 rVB 490843 847803 11.22% 1.350%
27 13.417 1032 1035 1037 rVB 1753691 1684816 22.29% 2.683%
28 13.462 1037 1039 1043 rBV2 1233297 1973151 26.10% 3.142%
29 13.577 1046 1049 1052 rVB 853199 1269203 16.79% 2.021%
30 13.737 1061 1063 1065 rVB 62361 90095 1.19% 0.143%

31 13.794 1065 1068 1073 rBV2 119537 194723 2.58% 0.310%
32 13.908 1076 1078 1081 rVB 118157 109219 1.44% 0.174%
33 14.057 1088 1091 1092 rBV2 57200 86673 1.15% 0.138%
34 14.102 1092 1095 1098 rVV 2013411 2640727 34.94% 4_.205%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 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-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.148 1098 1099 1103 rVvVv 137754 143873 1.90% 0.229%

36 14.217 1103 1105 1108 rVV3 53861 88446 1.17% 0.141%
37 14.342 1114 1116 1118 rVV 76042 95512 1.26% 0.152%
38 14.411 1118 1122 1124 rVV4 145971 373117 4.94% 0.594%
39 14.445 1124 1125 1127 rVV 97447 79775 1.06% 0.127%

40 14.514 1128 1131 1133 rVB 378841 502739 6.65% 0.801%

41 14.685 1142 1146 1149 rBV 1627310 2515315 33.28% 4._.006%
42 14.731 1149 1150 1154 rVV 293155 285749 3.78% 0.455%
43 14.800 1154 1156 1159 rVB 75917 98933 1.31% 0.158%
44 14.903 1162 1165 1169 rBVY 546254 698508 9.24% 1.112%
45 14.994 1169 1173 1176 rBV3 53234 133249 1.76% 0.212%

46 15.131 1182 1185 1189 rBV 597334 896606 11.86% 1.428%
47 15.211 1190 1192 1196 rBV2 165975 268109 3.55% 0.427%
48 15.348 1198 1204 1207 rVV2 846129 1609621 21.29% 2.563%
49 15.405 1207 1209 1213 rVB 298881 413614 5.47% 0.659%
50 15.508 1213 1218 1222 rBV2 198374 552933 7.31% 0.881%

51 15.577 1222 1224 1226 rVB 193388 255926 3.39% 0.408%
52 15.828 1243 1246 1249 rBV 181155 278854 3.69% 0.444%
53 15.920 1251 1254 1257 rVV 486096 894338 11.83% 1.424%
54 15.988 1257 1260 1262 rVV 152687 234771 3.11% 0.374%
55 16.045 1262 1265 1266 rVV2 140304 267386 3.54% 0.426%

56 16.080 1266 1268 1272 rVB 405242 613780 8.12% 0.977%
57 16.217 1277 1280 1284 rVV 172306 407221 5.39% 0.648%
58 16.285 1284 1286 1292 rVB2 85717 223851 2.96% 0.356%
59 16.560 1301 1310 1315 rBV 961368 2708138 35.83% 4_.313%
60 16.651 1315 1318 1323 rVV 309912 832471 11.01% 1.326%

61 16.743 1323 1326 1329 rVV 285645 659373 8.72% 1.050%
62 16.834 1332 1334 1337 rVV3 107590 288944 3.82% 0.460%
63 16.926 1337 1342 1351 rVV2 1418299 3340837 44.20% 5.320%
64 17.108 1353 1358 1369 rVvVv 996462 2766656 36.60% 4._.406%
65 17.303 1370 1375 1383 rVB 114506 437635 5.79% 0.697%

66 18.057 1436 1441 1448 rVB 419201 1198488 15.86% 1.909%
67 18.503 1475 1480 1487 rVB4 68155 254220 3.36% 0.405%

Sum of corrected areas: 62794378
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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\BF092716\
: BF090271.D

: 28 Sep 2016 00:05

: UM/SJ

: H4949-10

24 Sample Multiplier: 1

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19

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

4._.56 15.34 ng 525651 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 260 (4.559 min): BF090271.D (-257) (-) m/z 43.05 100.00%
43
59
5000
101 SN N
420 4.40 4.60 4.80
sl AR /z 59.10 65.71%
R R R SR AN AR ARARA RARRA RARAN AARAN LA RALRS ARSI RARRY m/z - - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- A\
43
5000 A I L R
59 420 440 460 480
m/z 101.10 25.84%
15 31 101
0 ‘ 1 N 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480
5000 M m/z 58.10 17.64%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- R e .
43 420 440 4.60 4.80

m/z 41.10 9.18%

5000
15 - 101
‘ 27 56 ‘
AT Ll | 86 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 unknowné6.24 Concentration Rank 6

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

6.24 68.59 ng 2349930 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 407 (6.239 min): BF090271.D (-405) (-) m/z 132.10 100.00%
5000 68
96 AN SRS SAREE RS R
40 54 28 | 106 6.00 6.20 6.40 6.60
01 B S m/z 68.10 45_.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RSN UL U L
6.00 6.20 6.40 6.60
31 51 m/z 134.10 32.16%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
600 620 6.40 6.60
5000 m/z 66.10 27 .75%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e EERas s i
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 17.63%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 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\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 unknownl3.42 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.42 26 .55 ng 1684820 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 4-fluorobenzvl pr... 316 C18H17F04 1000377-74-1 38
2 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 38
3 1.4-Methanonaphthalene. 6.7-diet... 206 C15H26 016539-02-9 25
4 (-(2D-Lonaipinane 206 C15H26 1000156-12-3 25
5 Phthalic acid, 2-fluorobenzyl is... 330 C19H19F04 1000371-07-2 22
Abundance Scan 1035 (13.417 min): BF090271.D (-1032) (-) m/z 123.10 100.00%
3

5000

191

281 13.20 13.40 13.60 13.80

m/z 109.10 82.82%

o 217 245261

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #158008: Phthalic acid, 4-fluorobenzyl propyl ester

5000
13.20 13.40 13.60 13.80

m/z 95.10 79 .93%

212229 256

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

81 123
41
13.20 13.40 13.60 13.80
5000 107 191 m/z 81.10 69.92%
57
150
25 175 | 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66221: 1,4-Methanonaphthalene, 6,7-diethyldecahydro-, cis-

13.20 13.40 13.60 13.80
m/z 149.20 67.97%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 Dichloroacetic acid, heptad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.46 31.09 ng 1973150 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 93
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91
Abundance Scan 1039 (13.462 min): BF090271.D (-1037) (-) m/z 83.10 100.00%

5000 4

13.20 13.40 13.60 13.80
m/z 57.10 94.24%

o 139154 182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #194133: Dichloroacetic acid, heptadecy! ester
7 8

5000
13.20 13.40 13.60 13.80

m/z 97.10 85.46%

o 126 154169 191210 238 266 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69
97 13.20 13.40 13.60 13.80
5000 m/z 55.10 84 .35%
121
27 39
o 155 181 208224 250 297
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55 13.20 13.40 13.60 13.80

m/z 69.10 83.39%

5000

29
PV 1 | 167182 210 238 264280 308
S

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

139
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 Oxalic acid, isobutyl hexad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.10 41.61 ng 2640730 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 91
3 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 87
Abundance Scan 1095 (14.102 min): BF090271.D (-1092) (-) m/z 57.10 100.00%
57
5000 Jl
7 13.80 14.00 14.20 14.40
ob AL PR J68107 238 7a308 a7 o110 70. 66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000
13.80 14.00 14.20 14.40
97 m/z 83.10 65.76%
0 2\ H \M 126 224 2§9
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
13.80 14.00 14.20 14.40
5000 m/z 43.10 63.05%
97
R 127 169 224 297
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriacontyl pentafluoropropionate — AR T
57 13.80 14.00 14.20 14.40
. m/z 97.10 61.42%
5000
‘ 39
oh 2 LIS a8t 222 260 520 362 a0 at8 s s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.80 14.00 14.20 14.40

8270-BF092016.-M Wed Sep 28 14:41:52 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 1,19-Eicosadiene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.51 14.39 ng 502739 Perylene-d12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 17-Octadecenal 266 C18H340 056554-86-0 91
Abundance Scan 1131 (14.514 min): BF090271.D (-1128) (-) m/z 82.10 100.00%
57
5000
109
14.20 14.40 14.60 14.80
ol " [t 155 190,206 236 264285306 334 362 | n777 57.10 89.62%
m/z--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene
55
5000
14.20 14.40 14.60 14.80
29 109 m/z 96.10 73.68%
ol h H H137 166 104 222 250 278
m/z--> 50 200 250 300 350
Abundance
43 82
14.20 14.40 14.60 14.80
5000 m/z 43.10 66.92%
109
0 64 138 166154 208277 250268
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl- R e e BB

14.20 14.40 14.60 14.80
m/z 83.10 62.87%

110
[’ 1138 166 194212 236264282
|

_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I
m/z--> 50 1 150 200 250 300 350 14.20 14.40 14.60 14.80

3 8

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.69 72.02 ng 2515320 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1146 (14.685 min): BF090271.D (-1142) (-) m/z 57.10 100.00%
57
5000 111 \ 1
—v—v—v-|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—
139 14.40 14.60 14.80 15.00
ol J‘ A j o107 196 224 251271 205 336355 7, g3 .10  95.13%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
55 g3
29 111 14.40 14.60 14.80 15.00
‘ m/z 97.10 90.54%
J 1] AL Ly 159 67 106 288
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
—v—v—v-|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—
14.40 14.60 14.80 15.00
5000 11 m/z 69.10 77.59%
29
0 139 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 A REA e
7 83 14.40 14.60 14.80 15.00
m/z 55.10 75.36%
5000 111
29 139
o ‘ J‘ | Jy |, 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 11 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.35 46.09 ng 1609620 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Cvclopentadecane 210 C15H30 000295-48-7 93
4 Octacosanol 410 C28H580 000557-61-9 90
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 1204 (15.348 min): BF090271.D (-1198) (-) m/z 83.10 100.00%
57
e i JJJ\W
LRSI BRI B BRI I
139 15.00 15.20 15.40 15.60
172
o l A4l a2 196217237 266287 824 301 | 7757 10 98.88%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 o7
5000 AR SN SR DA B
125 15.00 15.20 15.40 15.60
m/z 97.10 94 .72%
oL s 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
15.00 15.20 15.40 15.60
5000 11 m/z 69.10 77.14%
29 139
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane B R B R I
556 15.00 15.20 15.40 15.60
83 m/z 55.10 71.11%
5000
29 111
210
RN PN O N O N [ ey V. bV S
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 Vitamin E Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.51 15.83 ng 552933 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 000059-02-9 97
2 dl-_.alpha.-Tocopherol 430 C29H5002 010191-41-0 97
3 (+)-.agamma.-Tocopherol. O-methvl- 430 C29H5002 1000374-72-2 94
4 Benzenamine. 3-methoxv-2.4.6-tri... 165 C10H15NO 034874-88-9 50
5 _alpha.-Tocopherol-_beta.-D-mann... 592 C35H6007 1000156-68-2 40
Abundance Scan 1218 (15.508 min): BF090271.D (-1213) (-) m/z 165.10 100.00%
165
5000 AL
3 430 llllllllllllllllll
69%91 205 15.20 15.40 15.60 15.80
ol bt i M 1238 265 302326 355 | m/z 164.10 33.20%

m/z--> 50 100 150 200 250 300 350 400
Abundance #222346: Vitamin E
165
430

5000
15.20 15.40 15.60 15.80
m/z 430.50 19.98%

5
71 g5 121143 232 260 288 316 344 372

O...JMW...,...u,....,.... e

m/z--> 50 100 150 200 250 300 350 400
Abundance
165
AR
15.20 15.40 15.60 15.80
5000 m/z 166.10 11.97%
43 430
205
oL18 69 91 113136 246 288 316 344
T T T T T T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #222360: (+)-.gamma.-Tocopherol, O-methy!- T T
165 15 20 15. 40 15. 60 15. 80

430 m/z 43.10 10.86%

5000
205
‘\ 71 105 137 | 231 260 288 316 344 372

L e g LSt St

m/z--> 50 100 150 200 250 300 350 400 15. 20 15. 40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 Oxirane, heptadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.92 25.61 ng 894338 Perylene-d12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Heptadecanal 254 C17H340 1000376-70-0 91
5 16-0Octadecenal 266 C18H340 056554-87-1 91
Abundance Scan 1254 (15.920 min): BF090271.D (-1251) (-) m/z 57.10 100.00%
200 \JWVWv_/wx,\d/\“__ﬁ/wp\ﬂx_v
109 R R SN SUNLILR SRR
ol A Il ]137 180 210 236 264 292 326 352 390 418 m /12'60 é52'8011c§3'00 13'920 550
m/z--> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl-
43 82
5000 R AR IR IUALN SRR
15.60 15.80 16.00 16.20
110 m/z 43.10 73 .94%
138
oLl ‘\ | H\ (s et
m/z--> 50 150 200 250 300 350 400
Abundance
43 82
15.60 15.80 16.00 16.20
5000 m/z 96.10 69.97%
109
. 137 166 104 222 250
mz-> 50 100 150 200 250 300 350 400
Abundance #117617: Oxirane, hexadecyl- R e R
43 82 15.60 15.80 16.00 16.20
m/z 83.10 64 .25%
5000
109
0 J | 1158 166 208205250570
m/z--> 50 100 150 200 250 300 350 400 15,60 15.80 16.00 16.20

8270-BF092016.-M Wed Sep 28 14:41:57 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 unknownl16.08 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

16.08 17.57 ng 613780  Perylene-di2 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 7-Deacetamidocolchicine 342 C20H2205 001935-02-0 38

2 6-Amino-2-thioxo-4-(3.4.5-trimet. .. 342 C16H14N403S 1000311-34-7 25
3 5-Chloro-2-(N-methvlacetamido)di... 274 C15H15CIN20 075524-13-9 25

4 1H-Perimidine. 2-T2-(2-acetoxvph... 342 C22H18N202 060315-65-3 25

5 4,6-Bis(1,1"-dimethylethyl)-2",5._. 342 C22H3003 1000326-27-3 25

Abundance Scan 1268 (16.080 min): BF090271.D (-1266) (-) m/z 342.30 100.00%
342

257

5000
205 229

_E§§;:==—_

123 15.80 16.00 16.20 16.40

s 189

143 16!

(o} b m/z 257.20 66.18%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178299: 7-Deacetamidocolchicine JA
314 342
5000 L SULLL BULILLN UL B
15.80 16.00 16.20 16.40
268 m/z 258.20 41.77%

55 75 91 1}5 1‘\11 J 105 18\5 213 2:\39 284 ‘ \‘
FTURT RN FO PRN n b ol all bl il L L

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

342

-

15.80 16.00 16.20 16.40
5000 m/z 243.15 41 _.15%

181 213 241 267 299
53 88 105 127 156 326
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #122567: 5-Chloro-2-(N-methylacetamido)diphenylamine
257

-

15.80 16.00 16.20 16.40
m/z 259.20  35.34%

5000
215231
5

S

I T I T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 D-Friedoolean-14-en-3-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.56 77.54 ng 2708140 Perylene-d12 14 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 70
2 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 45
3 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 38
4 Azulene. 1.2.3.3a.4.5.6.7-octahv... 204 C15H24 022567-17-5 38
5 _.beta.-Humulene 204 C15H24 000116-04-1 38
Abundance Scan 1310 (16.560 min): BF090271.D (-1301) (-) m/z 133.10 100.00%

5000

-

16.20 16.40 16.60 16.80

o m/z 204.20 85.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220492: D-Friedoolean-14-en-3-one
133 204 301
107
69
5000
409 16.20 16.40 16.60 16.80
161 ou3 273 m/z 107.10  69.83%
! Ll L e |
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
S BEREE SRS
16.20 16.40 16.60 16.80
5000 o5 m/z 285.30 69.59%
161
41 123
67
T T T
m/z--> 50 100 150 200 250 300 350 400

Abundance #64444: 1R,4S,7S,11R-2,2,4,8-Tetramethyltricyclo[5.3.1.0(4... L L o L B
204 16.20 16.40 16.60 16.80
m/z 95.10 64.03%

5000

1

I T
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 unknownl6.65 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.65 23.84 ng 832471 Perylene-d12 14 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4.6a.6b.8a.11.12.14b-Octamethy... 424 C30H480 1000194-64-2 41
2 2H-1-Benzopvran-2-one. 6-acetvl-... 260 C14H1205 129812-31-3 35
3 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 30
4 1.4-Methanonaphthalene. 1.4-dihv... 218 C17H14 055028-73-4 27
5 Indeno[2,1-b]chromene, 218 C16H100 000243-24-3 25

Abundance Scan 1318 (16.651 min): BF090271.D (-1315) (-) m/z 218.25 100.00%

218

5000
424 16.40 16.60 16.80 17.00
243 272 325
o 355 m/z 203.20  81.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220503: 4,4,6a,6b,8a,11,12,14b-Octamethyl-1,4,4a,5,6,6a,6...
218
5000 LA L L LB L B B
16.40 16.60 16.80 17.00
0
55 g5 135 161 189 424 m/z 109.10 58.46%
L2 .‘\‘- RN Nl .L‘- \ 257 285 313 341367 395 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
203
L B e
43 16.40 16.60 16.80 17.00
5000 m/z 205.20 54 _97%
175
. 65 91 119 147 260
L B e e o e L L e e LA B e o o S
m/z--> 50 100 150 200 250 300 350 400
Abundance #75966: Pyrene, hexadecahydro-

16.40 16.60 16.80 17.00

m/z 95.10 51.78%

5000

m/z--> 50 100 150 200 250 300 350 400 16.40 16 60 16 80 17. 00

8270-BF092016.-M Wed Sep 28 14:42:00 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 Azulene, 1,2,3,5,6,7,8,8a-0... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.74 18.88 ng 659373 Perylene-d12 14 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 58
2 4.6.6-Trimethvl-2-(3-methvlbuta-... 218 C15H220 1000190-22-2 45
3 Naphthalene. 1.2.3.5.6.7.8.8a-0oc... 204 C15H24 004630-07-3 43
4 7-0Octvlidenebicvclol4.1.0Theptane 206 C15H26 082253-11-0 40
5 2-Heptanone, 6-methyl-6-[3-methy... 220 C15H240 069296-87-3 38
Abundance Scan 1326 (16.743 min): BF090271.D (-1323) (-) m/z 204.20 100.00%
4
5000
16.40 16.60 16.80 17.00
0 m/z 135.10 97 .38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64531: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...
41 107
79
5000 AR ARSARARAAARRE
16.40 16.60 16.80 17.00
161 m/z 133.10 75.28%
o \H\H‘ l g
m/z--> 50 250 300 350 400
Abundance
41 107
16,40 16.60 16.80 17.00
5000 " 133 18 m/z 69.10 62.21%
161
o 189
miz-> 50 100 150 200 250 300 350 400
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet... R R Bmman
161 204 16.40 16.60 16.80 17.00
41 m/z 121.10 56.42%
5000 79 107 135
m/z--> 50 100 150 200 250 300 350 400 1640 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 1-Isopropenyl-3-propenylcyc... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.93 95.66 ng 3340840 Perylene-d12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropenvl-3-propenvlcvclopen... 150 C11H18 1000192-81-2 58
2 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 46
3 Guaia-9.11-diene 204 C15H24 1000374-19-8 45
4 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 40
5 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 38
Abundance Scan 1342 (16.926 min): BF090271.D (-1337) (-) m/z 109.10 100.00%
USRI BN BN
16.60 16.80 17.00 17.20
0 m/z 95.10 99.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #23964: 1-1sopropenyl-3-propenylcyclopentane
67 107
41
5000 USRI BN B
16.60 16.80 17.00 17.20
135 m/z 205.20 86.22%
0 | AL SRS UUNLELELN UL UL SRR DU
m/z--> 50 100 150 200 250 300 350 400
Abundance
205
257 16.60 16.80 17.00 17.20
5000 m/z 81.10 83.34%
121 149 424
. 173 300
m/z--> 50 100 150 200 250 300 350 400
Abundance #64305: Guaia-9,11-diene A B ST
93 16.60 16.80 17.00 17.20
189 m/z 107.10 83.34%
119
5000
I 1[1 _//\~fova/\&_/\¥\#_\~_
0 ?A&'y'“w"' Y DAL UL SR USRI BN SRR
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 _.beta.-Humulene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.11 79.22 ng 2766660 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Humulene 204 C15H24 000116-04-1 74
2 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 62
3 Guaia-9.11-diene 204 C15H24 1000374-19-8 49
4 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 47
5 Cyclohexane, l-ethenyl-1-methyl-._.. 204 C15H24 003242-08-8 46
Abundance Scan 1358 (17.108 min): BF090271.D (-1353) (-) m/z 95.10 100.00%
16,80 17.00 17.20 17.40
0 m/z 81.10 86.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64293: .beta.-Humulene
107
41 81
5000 133 204 RN IR SN BN
161 16.80 17.00 17.20 17.40
m/z 107.10 84.38%
0‘ e |L||| ! |" —— T
m/z--> 50 100 150 200 250 300 350 400
Abundance
189
95 RN SRR SN BN
55 16.80 17.00 17.20 17.40
5000 135 m/z 135.10 81.81%
162
218 297 344 378 411
ot
m/z--> 55 160 1éo 260 2éo 360 3%0 460
Abundance #64305: Guaia-9,11-diene N B AR
93 16.80 17.00 17.20 17.40
189 m/z 109.10 80.90%
119
5000
[T Hﬂil A/\,\/\_A\\
0 'ﬂ"hy'lu"' UL SRR LR UL SR NI AR SN BN
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090271.D

Aca On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample : H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.06 34.32 ng 1198490 Perylene-d12 14 .90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 91
2 Sesauirosefuran 218 C15H220 039007-93-7 60
3 3-Cvclopentvlpropionic acid. but... 194 C12H1802 1000292-46-4 47
4 2-Naphthalenamine. 1.2.4a.5.6.7.... 165 C11H19N 056053-03-3 44
5 Bicyclo[3.1.1]heptan-3-one, 2-(b... 192 C13H200 1000163-96-1 43
Abundance Scan 1441 (18.057 min): BF090271.D (-1436) (-) m/z 69.10 100.00%
69 95

5000

%

17.80 18.00 18.20 18.40

o m/z 95.10 88.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109
45 137 218
5000 78 LA L L L L L L LB
160 17.80 18.00 18.20 18.40
m/z 109.10 76.83%
| ‘ ‘ 189
m/z--> 50 100 150 200 250 300 350 400
Abundance
69 123
R S EEEEE SRR
95 17.80 18.00 18.20 18.40
5000l 4L m/z 123.10 73.05%
149 175 218
Oy T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #56244: 3-Cyclopentylpropionic acid, but-3-yn-2-yl ester B B m o S
55 81 123 17.80 18.00 18.20 18.40
m/z 81.10 70.25%
5000
27 i
0 lu\ g | go1 194 —
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40

8270-BF092016.-M Wed Sep 28 14:42:03 2016 Page: 20



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092716\
Data File : BF090271.D

Acq On : 28 Sep 2016 00:05

Operator : UM/SJ

Sample - H4949-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.56 15.3 ng 525651 1 6.48 685193 20.0
unknown6 .24 6.24 68.6 ng 2349930 1 6.48 685193 20.0
unknownl13.42 13.42 26.6 ng 1684820 5 13.58 1269200 20.0
Dichloroacetic ac... 13.46 31.1 ng 1973150 5 13.58 1269200 20.0
Oxalic acid, isob... 14.10 41.6 ng 2640730 5 13.58 1269200 20.0
1,19-Eicosadiene 14.51 14.4 ng 502739 6 14.90 698508 20.0
Cyclohexadecane 14.69 72.0 ng 2515320 6 14.90 698508 20.0
1-Heptacosanol 15.35 46.1 ng 1609620 6 14.90 698508 20.0
Vitamin E 15.51 15.8 ng 552933 6 14.90 698508 20.0
Oxirane, heptadecyl- 15.92 25.6 ng 894338 6 14.90 698508 20.0
unknownl16 .08 16.08 17.6 ng 613780 6 14.90 698508 20.0
D-Friedoolean-14-_... 16.56 77.5 ng 2708140 6 14.90 698508 20.0
unknownl16 .65 16.65 23.8 ng 832471 6 14.90 698508 20.0
Azulene, 1,2,3,5,... 16.74 18.9 ng 659373 6 14.90 698508 20.0
1-Isopropenyl-3-p... 16.93 95.7 ng 3340840 6 14.90 698508 20.0
-beta.-Humulene 17.11 79.2 ng 2766660 6 14.90 698508 20.0
5-Bromo-4-oxo0-4,5... 18.06 34.3 ng 1198490 6 14.90 698508 20.0
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