LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 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-BF090115.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 3.553 170 172 179 rBvY 14092 31377 1.52% 0.157%
2 4.421 245 248 261 rVB 683234 1214977 59.02% 6.098%
3 4.924 290 292 303 rVB 1748964 1890385 91.84% 9.488%
4 5.347 327 329 334 rVB 23318 21931 1.07% 0.110%
5 6.044 387 390 392 rBVY 1706703 2058440 100.00% 10.331%
6 6.136 396 398 400 rBVY 1936521 1747347 84.89%% 8.770%
7 6.364 416 418 421 rVB 468322 397463 19.31% 1.995%
8 6.524 429 432 434 rBV 1712052 1524904 74.08% 7.654%
9 6.947 466 469 471 rBV 1310197 1327421 64.49% 6.662%
10 7.656 529 531 533 rBV 598799 502823 24.43% 2.524%

11 8.742 623 626 628 rBV 2247748 2002068 97.26% 10.048%
12 9.142 659 661 664 rBvY 360489 302893 14.71% 1.520%
13 9.393 681 683 686 rvB2 465969 480748 23.35% 2.413%
14 10.182 749 752 754 rBV 1174699 1125227 54.66% 5.648%
15 10.330 763 765 771 rVB 36388 43500 2.11% 0.218%

16 10.776 802 804 805 rBvV 32822 26413 1.28% 0.133%
17 10.856 809 811 815 rBV 413690 529509 25.72% 2.658%
18 11.439 860 862 868 rvB 127283 147784 7.18% 0.742%
19 12.056 914 916 918 rBV 125204 106847 5.19% 0.536%
20 12.274 933 935 939 rBvV 96844 125323 6.09% 0.629%

21 12.445 948 950 953 rBV 1445200 1502800 73.01% 7.543%
22 12.708 969 973 978 rBV3 24851 57636 2.80% 0.289%
23 13.371 1028 1031 1037 rBV 113169 181635 8.82% 0.912%
24 13.462 1037 1039 1044 rVvVv2 288171 436022 21.18% 2.188%

25 13.691 1056 1059 1065 rBV3 18371 31919 1.55% 0.160%
26 13.999 1083 1086 1092 rVB 63882 119960 5.83% 0.602%
27 14.285 1108 1111 1113 rBV 15654 23183 1.13% 0.116%
28 14.342 1114 1116 1119 rVB 31892 31003 1.51% 0.156%
29 14.411 1119 1122 1123 rBV 52332 59432 2.89% 0.298%
30 14.445 1123 1125 1130 rVV 44171 85210 4.14% 0.428%
31 14.571 1134 1136 1144 rVVv2 61681 198035 9.62% 0.994%
32 14.685 1144 1146 1148 rVV 28868 39357 1.91% 0.198%
33 14.731 1148 1150 1152 rVvV 37635 40618 1.97% 0.204%

34 14.777 1152 1154 1158 rVB 287362 291733 14.17% 1.464%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 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:\HPCHEMI\BNA F\METHODS\8270-BF090115.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.994 1171 1173 1176 rBvV2 32965 39193 1.90% 0.197%
36 15.165 1185 1188 1190 rBvVY 78817 116034 5.64% 0.582%
37 15.257 1194 1196 1198 rVB2 16790 27494 1.34% 0.138%
38 15.737 1235 1238 1244 rVB3 31662 58742 2.85% 0.295%
39 15.851 1246 1248 1254 rBV2 19666 43011 2.09% 0.216%
40 15.965 1254 1258 1261 rVvVv 28678 71974 3.50% 0.361%
41 16.091 1265 1269 1273 rVB2 40613 97800 4_.75% 0.491%
42 16.171 1273 1276 1282 rBVY 16062 39643 1.93% 0.199%
43 16.285 1282 1286 1290 rBvV4 23779 61101 2.97% 0.307%
44 16.422 1295 1298 1303 rVB3 16653 39677 1.93% 0.199%
45 16.663 1316 1319 1323 rVB5 34618 85888 4.17% 0.431%
46 16.765 1323 1328 1331 rVB3 12155 30325 1.47% 0.152%
47 16.834 1331 1334 1341 rBV7 14539 55398 2.69% 0.278%
48 17.005 1345 1349 1353 rVB6 13969 42738 2.08% 0.215%
49 17.188 1361 1365 1368 rBV3 16673 48329 2.35% 0.243%
50 17.268 1369 1372 1379 rVB3 25987 74769 3.63% 0.375%
51 17.485 1387 1391 1399 rVB2 17705 50100 2.43% 0.251%
52 17.725 1408 1412 1420 rVB4 46406 132736 6.45% 0.666%
53 17.908 1422 1428 1432 rVV7 8961 36131 1.76% 0.181%
54 18.011 1433 1437 1444 rVB5 20632 67098 3.26% 0.337%

Sum of corrected areas: 19924104
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF081412.D

2000000 6.14
4.92 6.0 6.52

1500000
6.95

1000000
4.42

7.66
500000 6.36

3.55 5.35

e S - A szHn

T T
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 8.00
Abundance TIC: BF081412.D
8|74

2000000

1500000 12.44
10.18

1000000

500000 9.39 10.86
9.14 13.46 14.78

11.44 12.0 13.
1033 10, I 0227, 0 /ﬂk 13.69 1400 1

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081412.D

2000000

1500000

1000000

500000

4951806 15 07.69620.421616 A, 01219 17.4917. 7Brign01

B e e

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.42 61.14 ng 1214980 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 248 (4.421 min): BF081412.D (-245) (-) m/z 43.05 100.00%
43
59
5000
101 [T
4.00 420 4.40 4.60 4.80
e Sl Sl 6o 88 | 59 05 60.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 NSRS SRR S
4.00 420 4.40 4.60 4.80
m/z 101.10 15.42%
15 31 101
| 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
400 420 440 4.60 4.80
5000 m/z 58.10 15.10%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R B R
59 4.00 420 4.40 4.60 4.80
m/z 41.10 9.17%
5000 41
31
| [
"'I'}é'l"'hl "'Jiﬁ"'|§?uk"" ﬂi""l""l"'g?l""l' NSRS SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.14 Concentration Rank 1

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

6.14 87.93 ng 1747350 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 398 (6.136 min): BF081412.D (-396) (-) m/z 132.10 100.00%
132
5000 e8
75 ¥ 580 6.00 6.20 640
104 . ) . .
..,....,....,...:,“.'.‘.‘? i b '|....,..5.‘.7,....,....,.1.1:‘3.,...., - m/z 68.10 51.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR SN AR AR
5.80 6.00 6.20 6.40
78 m/z 66.10 34.63%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
580 6.00 620 640
5000 m/z 134.10 32.23%

15 28 39 52 8 77 00 104
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13679: 5-Fluoro-2-chloropyrimidine e REEREEREEE B
132 5.80 6.00 6.20 6.40
m/z 69.10 20.36%
5000
33 44 o g7 105
78
RAEa B R ARASRa s B E e o R e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.44 5.58 ng 147784 Phenanthrene-d10 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 862 (11.439 min): BF081412.D (-860) (-) m/z 60.00 100.00%
48 60 7
5000 NAK“
213 o0 110 11760 14120
143157171185 11.20 11.40 11.60 11.80
e e m/z 43.10 98.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 44
5000 LR BRI BN S B
nmnmnmnm
m/z 73.10 94 .85%
Il A \“ \H %01;}5 \ 1431571711851992132272422?6
m/z--> 25 Jo 80 100 150 150 160 180 200 220 240 260
Abundance
43 60 73
- "' 1120 11.40 11.60 11.80
5000 m/z 57.10 87 .56%
o 129 242
101115 | 143157171185 5130
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid R e e
60 73 11.20 11.40 11.60 11.80
43 m/z 55.10 81.63%
5000 129
29
15 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17-Pentatriacontene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.37 8.33 ng 181635 Chrysene-di12 13.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 1-Octadecene 252 C18H36 000112-88-9 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 87
Abundance Scan 1031 (13.371 min): BF081412.D (-1028) (-) m/z 57.10 100.00%
57
83
5000
VN SRS BUUREN SUNLRE I
139 178 13.00 13.20 13.40 13.60
-y 207234 m/z 43.10 84.06%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 VN SRS BUUREN SUNLE I
13.00 13.20 13.40 13.60
111 m/z 55.10 72.53%
\ ‘M\Nm | 139167 196224 267292 321 462 490
m/z--> 55 160 1%0 260 2%0 300 350 460 4%0 '
Abundance
57
83 VN RS BUUREN SUNLRE I
13.00 13.20 13.40 13.60
5000 m/z 83.05 55.80%
29 111
139 168 196 224 252
m/z--> 55 160 1%0 260 2%0 360 3éo 460 4%0 '
Abundance #148859: Trichloroacetic acid, pentadecy! ester T T T T
4 13.00 13.20 13.40 13.60
83 m/z 97.10 47 .04%
139 182210
m/z--> 50 100 150 200 250 300 350 400 450 13.'00 13.'20 13.'40 13.|60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Docosene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.00 5.50 ng 119960 Chrysene-di12 13.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 87
2 1-Docosene 308 C22H44 001599-67-3 64
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 58
4 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 58
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 58
Abundance Scan 1086 (13.999 min): BF081412.D (-1083) (-) m/z 57.10 100.00%
57
5000
111 LA SRR SO B
N ﬂ l 139 13.60 13.80 14.00 14.20 14.40
...,....“..u,”..,..”,...w....“...,”..,.”., m/z 43.10 74 .05%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 AR SRR SR SRR B
13 60 13 80 14. oo 14.20 14.40
111 m/z 55.10 64.33%
M‘Md \ ﬁ39167196224 267292 321 462 490
miz--> 0 5 150 200 250 300 350 460 4%0 '
Abundance
55
o7 13.60 13.80 14.00 14.20 14.40
5000 m/z 71.05 45 .58%
29
125
153181 308
miz--> 0 55 160 1éo 200 2%0 300 3éo 460 4%0 '
Abundance #148859: Trichloroacetic acid, pentadecy! ester R B

13.60 13.80 14.00 14.20 14.40
m/z 83.10 41.70%

83

5000

139 182210
miz--> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .57 13.58 ng 198035 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 1136 (14.571 min): BF081412.D (-1134) (-) m/z 57.10 100.00%
57
RN UL S SUN I
113 14.20 14.40 14.60 14.80
141
...-.,...J.J{.J.'..',-...1.9?....,..2?1.,....,....,...., m/z 43.10 56.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
5000 U BN L UL UL B
85 1420 14,40 14.60 14.80
29 m/z 71.10 49 .89%
| L h |, M3 141 169 197 205 253 281 309 337 365 394
m/z--> 55 160 1%0 260 250 300 3%0 460 '
Abundance
57
14.20 14.40 1460 1480
5000 m/z 85.10 41 .03%
85
29 113 141 169 197 22
5 253 280 309 351 379 407 436
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #115570: Heneicosane Y e
57 14.20 14.40 14.60 14.80
m/z 55.10 24 .96%
85
- WWL/\JW
29 113
UL L) 77,241 160 107 225 953 296
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 4(|)O ! 14'20 14. 40 14. 60 14. 80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexatriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.17 7.95 ng 116034 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Eicosane 282 C20H42 000112-95-8 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1188 (15.165 min): BF081412.D (-1185) (-) m/z 57.10 100.00%
g7
2000 85 \A,/L,j\u
113 141 14. 80 15. oo 15. 20 15. 40
e L e A e e M/Zz 43.10  60.34%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155177: Octacosane
57
5000 85 L BN SO UL LI
mmmmmmmm
m/z 71.10 52 .54%

29
‘ | \\\@‘1411§9;97225253281309337365394
A4 B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57

1480 15.00 15.20 15.40
5000 m/z 85.10 37.74%

85
29 113
141169197 225253281309337 379 421449477 506
T T T T T e T T T T T e T e e T T T
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123100: Pentadecane, 8-heptyl-

14.80 15.00 15.20 15.40
m/z 55.10 24.57%

e

10
239266 309
B e e e e S REmmE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14. 80 15. OO 15. 20 15.40

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,19-Eicosadiene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.74 4.03 ng 58742 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 90
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 62
3 Octadecanal 268 C18H360 000638-66-4 45
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 38
5 Pentadecanal- 226 C15H300 002765-11-9 35

Abundance Scan 1238 (15.737 min): BF081412.D (-1235) (-) m/z 57.10 100.00%

5000

15.40 15.60 15.80 16.00
m/z 43.10 85.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105307: 1,19-Eicosadiene
55

41

5000

15.40 15.60 15.80 16.00
7 m/z 55.10 64 .04%

11125 151165180104208222236250 278

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 9
R R e R N AR
43 o7 15.40 15.60 15.80 16.00
5000 m/z 82.10 60.98%
110
29 124138
15 152166180194 211 236250 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99446: Octadecanal

15.40 15.60 15.80 16.00
m/z 96.10 54.38%

5000

110
250

124
138152166180194208222 554

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl15.97 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.97 4.93 ng 71974 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 47
2 Heptacosane 380 C27H56 000593-49-7 43
3 Pentadecane 212 C15H32 000629-62-9 38
4 Hexatriacontane 507 C36H74 000630-06-8 38
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 38
Abundance Scan 1258 (15.965 min): BF081412.D (-1254) (-) m/z 57.10 100.00%
57
5000 85
113 1ff5 161 204 15,60 15.80 16.00 16,20
N e — m/z 43.10 63.32%
m/z--> 50 100 150 200 250 300 350
Abundance #155177: Octacosane
57
5000 85 L SO U A SR B
15. 60 15. 80 16. oo 16.20
29 m/z 71.10 59.41%
113 141
L1 h i j | |~7" 169 197 225 253 281 309 337 365 394
m/z--> 55 100 1%0 260 250 360 3éo '
Abundance
57
15,60 15.80 16.00 16,20
5000 85 m/z 85.10 38.02%
29 113
141 169 197 225 253 281 309 337 380
m/z--> 55 160 150 260 250 360 3éo '
Abundance #64571: Pentadecane -t
57 15.60 15.80 16.00 16.20
m/z 55.10 33.44Y%
5000 85
29

m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. OO 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl16.09 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.09 6.70 ng 97800  Perylene-di2 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 41

1000162-76-8 38
058238-46-3 35
000639-99-6 25
000473-13-2 25

2 Cedrene-V6 204 C15H24
3 .beta.-d-Fructopvranose. 2.3-0-(... 220 C9H1606
4 Cvclohexanemethanol. 4-ethenvl-.... 222 C15H260
5 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24

m/z--> 20 40 60 80 100

120 140 160 180 200 220

Abundance #58880: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2...
189
161
204
5000 105 175
41 119 133
L |
AL el W [0 0 W O T
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
189
133
5000 148 204
41 op 105 121
55 79
29 67 161 475

m/z--> 20 40 60 80 100 120 140 160

180 200 220

Abundance Scan 1269 (16.091 min): BF081412.D (-1265) (-) m/z 59.10 100.00%
59
189
177
5000 43 71 95 204
1091 1 135
149161 221 LIS I I I B B I L N I B
H|%| 15.80 16.00 16.20 16.40
, m/z 189.20 73.76%

15.80 16.00 16.20 16.40

m/z 58.00

I

63.91%

15.80 16.00 16.20 16.40

m/z 177.20

53.10%

Abundance #69794: .beta.-d-Fructopyranose, 2,3-O-(1-methylethylidene)- e e e

43 59 15.80 16.00 16.20 16.40

m/z 95.10 47 .69%
189
5000 73
31 127
85 205
101 115 145

,,,,, A W N 2L N N

m/z--> 20 60 80 100 120 140 160 180 200 220 15. 80 16. 00 16. 20 16. 40

8270-BF090115.M Fri Sep 04 16:43:10 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl16.29 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.29 4.19 ng 61101 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formic acid. 3.7.11-trimethvl-1.... 250 C16H2602 1000132-11-0 27
2 Ledene oxide-(I1D) 220 C15H240 1000159-36-7 14
3 Azulene. 1.2.3.5.6.7.8.8a-octahy... 204 C15H24 003691-11-0 12
4 Cvcloheptane. 4-methyvlene-1-meth... 204 C15H24 1000159-38-5 12
5 3,3-Dimethyl-6-methylenecyclohexene 122 C9H14 020185-16-4 10
Abundance Scan 1286 (16.285 min): BF081412.D (-1282) (-) m/z 43.10 100.00%
4355 107
121
5000 8t 95 s 163
67 189 213 231 255 R EEEER RS S
L L T LT T e e e
LRI UL R SENIEN  S m/z 107.10 80.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88525: Formic acid, 3,7,11-trimethyl-1,6,10-dodecatrien-3...

43 69
; | f

16.00 16.20 16.40 16.60
m/z 55.10 78.03%

5000

55 31
‘H
] nnn

| ‘ 175189 204 921933 250
S

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

43
Al Eama s B
2 16.00 16.20 16.40 16.60
s000] 2/ m/z 105.10 68.87%
% 69 91 159
119131 145 177 200
189 220

R B R B o e B R B AN Rana o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58876: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...

16.00 16.20 16.40 16.60
m/z 57.10 52.55%

5000

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl6.66 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.66 5.89 ng 85888 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 38
2 3H-v-Triazolol4.5-dlpvrimidine. ... 204 C9H12N6 034257-66-4 38
3 trans-2-(2-Pentenvl)furan 136 C9H120 070424-14-5 38
4 2H-Benzocvclohepten-2-one. 1.4a.... 178 C12H180 017429-26-4 35
5 _alpha.-Farnesene 204 C15H24 000502-61-4 25

Abundance Scan 1319 (16.663 min): BF081412.D (-1316) (-) m/z 109.10 100.00%
% 67 81
41
177 190 245

5000 ‘
|

m/z--> 20 40

100 120 140 160 180 200 220 240

Abundance
41

79 93
67 105

5000 53
29 121133

147 161 189 204
175

m‘hh M
mz-> 20 40 60 80

#58897: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime...

100 120 140 160 180 200 220 240

Abundance

16.40 16.60 16.80 17.00

m/z 93.10 93.68%

16.40 16.60 16.80 17.00

m/z 107.10 81.72%

41
...“.........”,..”
16.40 16.60 16.80 17.00
m/z 55.10 77.99%
5000 69 175 204
134
28 g )
04 107119 | 149761 180
I o N BALEL I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15848: trans-2-(2-Pentenyl)furan R L e
79 107 16.40 16.60 16.80 17.00
94 136 m/z 205.20 77.80%
5000{ 39 53
6
R
T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.40 16.60 16.80 17.00

8270-BF090115.M Fri Sep 04 16:43:12 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl6.83 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.83 3.80 ng 55398 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 3-(1l-pvrrolo)thiophene-2-... 207 C10H9NO2S 074772-16-0 27
2 5H-Benzolblpvran-8-ol. 2.3.5.5.8... 222 C14H2202 097306-66-6 25
3 Naphthalene. 6-chloro-1-nitro- 207 C10H6CINO2 038396-29-1 22
4 2-1sopropenvl-4.4 . 7a-trimethvl-2_... 222 C14H2202 1000189-13-5 22
5 4-Pentenenitrile, 4-methyl-2-{[3... 244 C16H24N2 1000196-74-6 12
Abundance Scan 1334 (16.834 min): BF081412.D (-1331) (-) m/z 189.20 100.00%
189
93 109 207
5000
|| “ 081 16.60 16.80 17.00 17.20
R R e m/z 55.10 83.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60670: Methyl 3-(1-pyrrolo)thiophene-2-carboxylate
207

16.60 16.80 17.00 17.20
m/z 43.10 74.93%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 123 207
L LA o
16.60 16.80 17.00 17.20
5000 m/z 69.10 73.44%
149 165 222

29 77 91105
59 189

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

Abundance #60647: Naphthalene, 6-chloro-1-nitro- R B B B
126 149 207 16.60 16.80 17.00 17.20
m/z 81.00 72 .26%
5000
46 99 ‘ 163177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 60 16. 80 17. 00 17. 20

8270-BF090115.M Fri Sep 04 16:43:13 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl17.19 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.19 3.31 ng 48329 Perylene-d12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-1sopropenvl-3-propenvicvclopen... 150 C11H18 1000192-81-2 27
2 1-Cycloheptene. 1.4-dimethvl-3-(... 204 C15H24 1000159-38-6 22
3 (1Ar-(laalpha.4abeta.8as(*)))-4a... 222 C13H1803 1000242-02-8 16
4 Cvclohexanone. 5-ethenvl-5-methv... 218 C15H220 032663-57-3 16
5 _beta.-Elemenone 218 C15H220 020303-60-0 16
Abundance Scan 1365 (17. 188 min): BF081412.D (-1361) (-) m/z 107.10 100.00%
55 10
79
5000 41 9 [f/\\V/Mvﬂ
16,80 17.00 17.20 17.40 17.60
m/z 121.10 99 .40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22903: 1-lsopropenyl-3-propenylcyclopentane
67 93107
a1 121
5000
16.80 17.00 17.20 17.40 17.60
27 135 m/z 123.10 85.12%
150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
93107
43 16.80 17.00 17.20 17.40 17.60
5000 121135 m/z 205.20 83.33%
79
29 161 189204
65 175
WTWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 \
Abundance #70701: (1Ar-(1laalpha,4abeta,8as(*)))-4a,8,8-trimethylocta. .. e EREEsa L EREE RS R
123 16.80 17.00 17.20 17.40 17.60
m/z 55.10 80.00%
5000
55
79 9310 39 163
194
...‘,.‘.‘..‘,M...‘.‘,.‘.‘. \H”\M I\‘HT ”“..‘]M..‘.. ‘...1.7|9.... ””22|2|” S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1680 1700 1720 1740 1760

8270-BF090115.M Fri Sep 04 16:43:14 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl7.27 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.27 5.13 ng 74769 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.beta.Bicvclol4.3.01lnonane. 5.b... 332 C15H25I 1000195-85-9 35
2 1.8-Nonadiene. 2.7-dimethvl-5-(1... 192 C14H24 068702-20-5 30
3 2.4.6-Octatrien-1-ol. 3.7-dimeth... 152 C10H160 089155-85-1 12
4 4.8.12.16-Octadecatetraen-1-ol., ... 318 C22H380 1000142-00-0 12
5 Cyclobutaneacetonitrile, l-methy... 149 C10H15N 055760-14-0 11
Abundance Scan 1372 (17.268 min): BF081412.D (-1369) (-) m/z 205.20 100.00%
109 5

5000

/\

17.00 17.20 17.40 17.60
m/z 95.10 97.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133500: 6.beta.Bicyclo[4.3.0]nonane, 5.beta.-iodomethyl-1...
9

5000

17.00 17.20 17.40 17.60
m/z 109.05  97.13%

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

Abundance
107
R B LA M e e
5 81 17.00 17.20 17.40 17.60
5000 m/z 121.10 82.11%
149
123
177
29
193
mﬂmﬂﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #24094: 2,4,6-Octatrien-1-ol, 3,7-dimethyl-(E,E)-
31 17.00 17.20 17.40 17.60
m/z 105.10 81.65%
5000
‘ 109 152
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 unknownl7.49 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.49 3.43 ng 50100 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-4-(2.6.6-trimethvlcvclo... 208 C14H240 062924-17-8 30
2 2.4.5.5.8a-Pentamethvl-4a.5.6.7.... 208 C14H240 1000195-30-1 27
3 1-Cvclohexene-1-butanal. .alpha.... 208 C14H240 021632-06-4 20
4 8-Hvdroxvisotrichodermin 308 C17H2405 1000105-55-0 16
5 1H-Cycloprop[e]azulen-4-o0l, deca... 222 C15H260 000552-02-3 12
Abundance Scan 1391 (17.485 min): BF081412.D (-1387) (-) m/z 55.10 100.00%
o 109
95
81 123
5000
4 ‘ Ml ‘ 1720 17.40 17.60 17.80
SRS B [ 261 m/z 109.10 83.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61629: 2—I\/Iethyl—?‘1)—(2,6,6—trimethylcycIohex—l—enyl)but—z—e...
41 105

119

17.20 17.40 17.60 17.80
m/z 95.10 71.43%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
109123
43 L e
150 17.20 17.40 17.60 17.80
m/z 123.10 69.97%
5000 69 95 103
175 208
29

wmm—mﬁﬂmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61624: 1-Cyclohexene-1-butanal, .alpha.,2,6,6-tetramethy!-

17.20 17.40 17.60 17.80
m/z 43.10 68.61%

5000

T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 unknownl7.73 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.73 9.10 ng 132736 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexene-1-carboxaldehvde. ... 220 C15H240 056772-07-7 38
2 Methvl tetrahvdroionol 212 C14H280 060241-53-4 30
3 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 000473-19-8 25
4 4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 15
5 Pentanenitrile, 4,4-dimethyl-5-oxo- 125 C7H11NO 006140-61-0 14

Abundance Scan 1412 (17.725 min): BF081412.D (-1408) (-) m/z 55.05 100.00%

3

5000

17.40 17.60 17.80 18.00
m/z 95.10 85.25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #69579: 2-Cyclohexene-1-carboxaldehyde, 2,6-dimethyl-6-(4-...
69 109

5

5000

91 17.40 17.60 17.80 18.00
m/z 69.10 80.20%
—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 69 109
A BEmma B R
a1 17.40 17.60 17.80 18.00
5000 95 m/z 109.10 66.50%
123
138 179
27 155 194 212
W’wmmmﬁmﬁrwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16369: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl- AR Emms B B
95 17.40 17.60 17.80 18.00
&7 109 m/z 41.10 50.67%
5000 4l
81
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.40 17. 60 17. 80 18 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081412.D

Aca On > 4 Sep 2015 9:57

Operator : UM/I1Z

Sample : 6G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl18.01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.01 4.60 ng 67098 Perylene-di12 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-ol. 3-methvl-4-(2.6.6-... 208 C14H240 070172-00-8 38
2 1.3-Cyclopentadiene. 2.3.4.5-tet... 190 C14H22 1000161-28-7 27
3 1-Cvclopropene-1-pentanol. .alph... 222 C15H260 090165-06-3 22
4 Tricvclazole 189 C9H7N3S 041814-78-2 16
5 Benzeneacetonitrile, 3-fluoro- 135 C8H6FN 000501-00-8 14
Abundance Scan 1437 (18.011 min): BF081412.D (-1433) (-) m/z 189.20 100.00%
9
43

81

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61636: 3-Buten-2-ol, 3-methyl-4-(2,6,6-trimethyl-2-cycloh...
109

5000

1

17.60 17.80 18.00 18.20 18.40
m/z 43.10 81.61%

43

17.60 17.80 18.00 18.20 18.40
m/z 109.10 67.58%

5000

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

135

121 17.60 17.80 18.00 18.20 18.40

107
so00{ 4 o1 175190 m/z 119.10 63.91%

27
55
" 149

TWWWTW@WWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71046: 1-Cyclopropene-1-pentanol, .alpha.,.epsilon.,.epsi...
135

17.60 17.80 18.00 18.20 18.40
m/z 135.10 62.20%

5000
69 119

M
91 105
\\\L ul M Il 149163 189 207222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090315\
Data File : BF081412.D

Acq On : 4 Sep 2015 9:57

Operator : UM/1Z

Sample - G3505-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : 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-Pentanone, 4-hy... 4.42 61.1 ng 1214980 1 6.36 397463 20.0
unknown6.14 6.14 87.9 ng 1747350 1 6.36 397463 20.0
n-Hexadecanoic acid 11.44 5.6 ng 147784 4 10.86 529509 20.0
17-Pentatriacontene 13.37 8.3 ng 181635 5 13.46 436022 20.0
1-Docosene 14.00 5.5 ng 119960 5 13.46 436022 20.0
Octacosane 14 .57 13.6 ng 198035 6 14.78 291733 20.0
Hexatriacontane 15.17 8.0 ng 116034 6 14.78 291733 20.0
1,19-Eicosadiene 15.74 4.0 ng 58742 6 14.78 291733 20.0
unknownl15.97 15.97 4.9 ng 71974 6 14.78 291733 20.0
unknown16 .09 16.09 6.7 ng 97800 6 14.78 291733 20.0
unknown16.29 16.29 4.2 ng 61101 6 14.78 291733 20.0
unknownl16 .66 16.66 5.9 ng 85888 6 14.78 291733 20.0
unknownl16 .83 16.83 3.8 ng 55398 6 14.78 291733 20.0
unknownl17.19 17.19 3.3 ng 48329 6 14.78 291733 20.0
unknownl17 .27 17.27 5.1 ng 74769 6 14.78 291733 20.0
unknownl17 .49 17.49 3.4 ng 50100 6 14.78 291733 20.0
unknownl7.73 17.73 9.1 ng 132736 6 14.78 291733 20.0
unknown18.01 18.01 4.6 ng 67098 6 14.78 291733 20.0
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