LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085076.D

Aca On : 13 Feb 2016 10:16

Operator =: SJ/1Z

Sample : H1409-08

Misc :

ALS Vial : 25 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-BF021316.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 1.678 6 8 10 rVB 148719 189909 2.94% 0.384%
2 1.724 10 12 50 rvB 1398650 4677870 72.35% 9.468%
3 3.701 183 185 199 rBvV 230011 783554 12.12% 1.586%
4 4.136 220 223 249 rBV 730865 3685271 57.00% 7.459%
5 5.427 333 336 341 rBV 662421 2216233 34.28% 4 .486%
6 5.564 345 348 374 rVV 1478548 6465239 100.00% 13.086%
7 5.907 374 378 391 rVvVv 153399 1185292 18.33% 2.399%
8 6.090 391 394 436 rVB 962220 3868603 59.84% 7.830%
9 6.719 446 449 478 rBV 434056 2887160 44.66% 5.844%
10 7.793 540 543 577 rBV 153553 1137006 17.59% 2.301%

11 9.530 692 695 737 rBV 1447285 4823533 74.61% 9.763%
12 10.216 752 755 774 rBV 117451 560830 8.67% 1.135%
13 10.582 784 787 806 rBV 394075 1387864 21.47% 2.809%
14 11.416 857 860 870 rBV 47808 140716 2.18% 0.285%
15 11.885 897 901 925 rvVv 772854 3353430 51.87% 6.788%

16 12.194 925 928 940 rvB2 58998 201575 3.12% 0.408%
17 13.005 995 999 1017 rVB 288796 1132729 17.52% 2.293%
18 14.925 1164 1167 1180 rVV 551942 888933 13.75% 1.799%
19 15.542 1218 1221 1225 rVV 81183 146441 2.27% 0.296%
20 15.622 1225 1228 1247 rVB 1590009 3518579 54.42% 7.122%

21 16.125 1269 1272 1279 rBV 850772 1244061 19.24% 2.518%
22 16.308 1284 1288 1292 rVB2 50033 95513 1.48% 0.193%
23 16.628 1314 1316 1317 rBV 45479 86470 1.34% 0.175%
24 17.108 1354 1358 1362 rBV 524303 1004521 15.54% 2.033%
25 17.177 1362 1364 1377 rVB 402931 907195 14.03% 1.836%

26 17.897 1423 1427 1431 rBV 154183 311894 4.82% 0.631%
27 18.583 1482 1487 1497 rBV2 158654 396536 6.13% 0.803%
28 18.800 1503 1506 1513 rBV 344254 771371 11.93% 1.561%
29 19.314 1549 1551 1564 rVvVv 205737 604082 9.34% 1.223%

30 19.737 1586 1588 1599 rVB 26867 92535 1.43% 0.187%
31 20.274 1632 1635 1641 rBV5 26487 98861 1.53% 0.200%
32 20.594 1658 1663 1669 rBV 154605 399575 6.18% 0.809%
33 20.812 1679 1682 1687 rVB5 28589 76135 1.18% 0.154%
34 21.303 1721 1725 1728 rBV4 27635 66413 1.03% 0.134%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085076.D

Aca On : 13 Feb 2016 10:16

Operator =: SJ/1Z

Sample : H1409-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF021316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 49405929
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085076.D

Aca On : 13 Feb 2016 10:16

Operator : SJ/1Z

Sample = H1409-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library

TIC Integratio

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
n Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085076.D

Aca On : 13 Feb 2016 10:16

Operator : SJ/1Z

Sample = H1409-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 Butane, 2-methoxy-2-methyl- Concentration Rank 14

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

1.68 3.20 ng 189909 1,4-Dichlorobenzene-d4 5.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 17
3 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 9

Abundance Scan 8 (1.678 min): BF085076.D (-6) (-) m/z 73.10 100.00%
7B
5000 L
55 87
AR IR UL UL AR AR
35 4l ‘ 8 1.70 1.80 1.90 2.00 2.10
Ol e e 82 "m/z 55.10  30.86%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 AR AR UL A UL AR
43 55 1.70 1.80 1.90 2.00 2.10
07 87 m/z 87.10 24 .95%
. 13238 || 50 | 61 67 101
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance
73
1.70 1.80 1.90 2.00 2.10
5000 55 m/z 41.05 11.81%
43
0 15 21 38 50 67 83 98
LR NI UL UL UL SR SU LIS SRR SURLLIL S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #703: Methane, isothiocyanato- R A A AR
7B 1.70 1.80 1.90 2.00 2.10
m/z 71.10 10.93%
5000
45
2P | s
O e e e AR IR UL UL AR AR
m/z--> 10 20 30 40 50 60 70 8 90 100 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085076.D

Aca On : 13 Feb 2016 10:16

Operator : SJ/1Z

Sample = H1409-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

3.70 13.22 ng 783554 1,4-Dichlorobenzene-d4 5.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 185 (3.701 min): BF085076.D (-183) (-) m/z 43.10 100.00%
a3
59
5000
101 A RN LU L SR
51 | 83 | 3.40 3.60 3.80 4.00
o} N £ S .« L — m/z 59.10 57.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R R LR R
59 340 360 3.80 400
m/z 101.10 18.20%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
340 360 380 400
5000 M m/z 58.10 13.33%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- A mana s pa
59 3.40 3.60 3.80 4.00
31 m/z 41.05 9.69%
5000 41
73
0 '”I'%?'P"'I”"I'“'?}'”I'"W""P'g?l”"%g?”l"'W"'W"'W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085076.D

Aca On : 13 Feb 2016 10:16

Operator : SJ/1Z

Sample = H1409-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 4 unknown5.56 Concentration Rank 1

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

5.56 109.09 ng 6465240 1,4-Dichlorobenzene-d4 5.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
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 348 (5.564 min): BF085076.D (-345) (-) m/z 132.00 100.00%
5000 6 /\\\\\\~_
40 % 520 540 560 580
54 - : - :
o [ | Weus | m/z 68.05 37.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 97 520 5.40 5.60 5.80
53 2 17 m/z 134.00 31.59%
oL e I f““l‘.‘.“l‘ .8.8..|1.0.6..|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 520 540 560 580
5000 m/z 66.05 23.72%
31 51 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 520 5.40 5.60 5.80
24 m/z 69.10 14.74%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, e e
m/z--> 40 60 80 100 120 140 160 180 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085076.D

Aca On : 13 Feb 2016 10:16

Operator : SJ/1Z

Sample = H1409-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.42 2.03 ng 140716 Acenaphthene-d10 10.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Hexadecane 226 C16H34 000544-76-3 83
3 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 860 (11.416 min): BF085076.D (-857) (-) m/z 57.10 100.00%
57
43
5000 1
85
99113 "' 1120 11.40 11.60 11.80
0 m/z 43.05 64.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LRI B B B B
85 nmumnmnm
m/z 71.05 48.99%
. ‘ L 4 | %91}3127141155169 282
m/z--> ﬁo 46 eb ab 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
43 57
11!20 11!40 11feo 11)80
5000 71 m/z 85.10 33.74%

85
29

99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18444: Octane, 3,5-dimethyl- R e S
57 11.20 11.40 11.60 11.80

43 m/z 41.10 23.76%
5000 &
29 85 99
113

8L O o7 SSOUSSSNY [ et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085076.D

Aca On : 13 Feb 2016 10:16

Operator : SJ/1Z

Sample = H1409-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.93 15.70 ng 888933 Phenanthrene-d10 13.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
Abundance Scan 1167 (14.925 min): BF085076.D (-1164) (-) m/z 57.05 100.00%
g7
5000 85
113 14.60 14.80 15.00 15.20
0....\,"4 LA ee v m/z 43.05 66.94Y%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 L UL SN B SRR
85 14.60 14.80 15.00 15.20
m/z 71.10 57.53%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
o 14:60 14.80 15.00 1520
5000 m/z 85.10 41.33%
29
0 13 141 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane T
57 14,60 14.80 15.00 15.20
m/z 41.05 26.38%
5000 85
113
o 29J L | \ | 1 169189211 239 267 205 303 352
m/z--> 50 100 1éo 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085076.D

Aca On : 13 Feb 2016 10:16

Operator : SJ/1Z

Sample = H1409-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 Tritetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.11 22.15 ng 1004520 Chrysene-di12 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 91
3 10-MethvlInonadecane 282 C20H42 056862-62-5 72
4 Tetradecane 198 C14H30 000629-59-4 62
5 Nonadecane 268 C19H40 000629-92-5 62
Abundance Scan 1358 (17.108 min): BF085076.D (-1354) (-) m/z 57.10 100.00%
57
5000
97
16.80 17.00 17.20 17.40
141
Olrrrky ...h,.l...,..l?????. e e e || Mz 43.10  67.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57
5000

16.80 17.00 17.20 17.40
m/z 71.10 56.46%

97
”MH }41 183 225 267 323 379 421 463 505 547 604

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
16.80 17.00 17.20 17.40
5000 m/z 85.10 42 .06%
91
ol 26 133 175 217252 288
T T [ T [T T e e e T T T T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107656: 10-Methylnonadecane A e
57 16.80 17.00 17.20 17.40
m/z 55.05 34.97%
5000
99 154
Ob (4 267
IR o e o o R E e e e e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085076.D

Aca On : 13 Feb 2016 10:16

Operator : SJ/1Z

Sample = H1409-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 17-Pentatriacontene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.90 6.88 ng 311894 Chrysene-di12 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 87
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
5 1-Docosene 308 C22H44 001599-67-3 81
Abundance Scan 1427 (17.897 min): BF085076.D (-1423) (-) m/z 57.10 100.00%
57
5000 97 —AJ\\-J\—~_~/\Kb‘F~A~/kﬁ~A
A BRI LN B
125 17.60 17.80 18.00 18.20
153
ol ,.l..‘,J'.l.-.,n..l??z,of..,.??1.,....,....,....,...., m/z 43.05 80.84%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 LR DU BN B
17.60 17.80 18.00 18.20
1 m/z 55.05 56.89%
o ‘M Md‘k‘}39167196224 267292 321 462 490
m/z-> 0 55 160 1%0 260 2éo 300 350 460 4%0 '
Abundance
57
83 17,60 17.80 18.00 18.20
5000 m/z 71.10 48 .27%
29 111
139 168196 227 o
Of— g b4y =
m/z-> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester
43 17.60 17.80 18.00 18.20
m/z 97.10 44 .13%
69
5000 97
ol % 12 169105 224252
m/z—-> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 ' 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085076.D

Aca On : 13 Feb 2016 10:16

Operator : SJ/1Z

Sample = H1409-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 Trifluoroacetic acid, n-oct... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.58 10.28 ng 396536 Perylene-d12 18.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
2 1-Docosene 308 C22H44 001599-67-3 90
3 5-Eicosene. (BE)- 280 C20H40 074685-30-6 80
4 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 76
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 74
Abundance Scan 1487 (18.583 min): BF085076.D (-1482) (-) m/z 57.05 100.00%
g7 97
5000 41
NN LR SR B
153 207 18.20 18.40 18.60 18.80 19.00
S M m/z 43.10 90.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43
69
5000 AU AR
18.20 18.40 18.60 18.80 19.00
m/z 55.10 84 .82%
o N—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
o7 18.20 18.40 18.60 18.80 19.00
5000 71 m/z 97.05 80.01%
29
125
o 14 153168 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106398: 5-Eicosene, (E)- A BERLN pESe e ———
55 18.20 18.40 18.60 18.80 19.00
m/z 83.10 79.13%
83
5000
29
0 J d L 139154 182 209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.20 1840 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085076.D

Aca On : 13 Feb 2016 10:16

Operator : SJ/1Z

Sample = H1409-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 9-Tricosene, (2)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.31 15.66 ng 604082 Perylene-di12 18.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 1-Docosene 308 C22H44 001599-67-3 87
4 1-Tricosene 322 C23H46 018835-32-0 86
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 81
Abundance Scan 1551 (19.314 min): BF085076.D (-1549) (-) m/z 57.10 100.00%
5 o
5000
]125 10100 10,20 10140 1060 |
153 : : : :
1 .',..l.*.,ﬂ.'.l?l.,....,..25.‘1.,.3.2.4.,....,....,...., m/z 55.10 83.04%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129065: 9-Tricosene, (2)-
55 |97
5000 LR DU UL AR SRR
15 19,00 19.20 19.40 19.60
0
29 ‘ ‘ 3 m/z 97.10 80.86%
oL | L Jl??182210238266294 L
m/z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance
43
19.00 19.20 19.40 19.60
5000 83 m/z 43.10 79.71%
111
o 139167 196224 267292 321 462 490
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #121981: 1-Docosene e AR
55 19.00 19.20 19.40 19.60
o m/z 83.10 77.61%
5000
29
125
ol 1] | 153181 308
m/z-> 0 50 100 1éo 200 250 300 350 400 450 ' 19,00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085076.D

Aca On : 13 Feb 2016 10:16

Operator : SJ/1Z

Sample = H1409-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 unknownl19.74 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.74 2.40 ng 92535 Perylene-di12 18.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanol. (dimethvisilvlene)bis-... 204 C8H1604Si 002917-61-5 45
2 2-Methvl-4.5-diphenvl-4_5-dihvdr... 237 C16H15NO 133649-09-9 45
3 Indan. 1-methvl-3-nonvl- 258 C19H30 029138-85-0 36
4 Naphthalene. 1.2.3.4-tetrahvdro-... 258 C19H30 033425-49-9 36
5 Propanoic acid, dimethyl(isoprop... 174 C8H1802Si 1000279-45-8 36
Abundance Scan 1588 (19.737 min): BF085076.D (-1586) (-) m/z 131.00 100.00%
131
5000
41 59 77 101 165 189 281 355 19.40 19.60 19.80 20.00
o} S P R Rt Y R .~ m/z 132.00 9.88%
m/z--> 50 100 150 200 250 300 350
Abundance #59109: Methanol, (dimethylsilylene)bis-, diacetate
131
61
5000 RUNNUNEURSR UL
43 89 19.40 19.60 19.80 20.00
m/z 77.00 9.06%

189
ol | b 7
m/z--> 50 100 150 200 250 300 350
Abundance

131

19.40 19.60 19.80 20.00

5000 m/z 101.00 5.79%
90
27 51 71 108 165 194 235
e e T T
m/z--> 50 100 150 200 250 300 350
Abundance #93481: Indan, 1-methyl-3-nonyl- e
131 19.40 19.60 19.80 20.00

m/z 41.10 5.46%

- MW
29 91 258
|

55 113 | 157 207 ‘
A

O A e

T T
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00

8270-BF021316.M Mon Feb 15 17:47:57 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085076.D

Aca On : 13 Feb 2016 10:16

Operator : SJ/1Z

Sample = H1409-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 2- Chloropropionic acid, he... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.27 2.56 ng 98861 Perylene-d12 18.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 87
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 83
3 1-Tetracosanol 354 C24H500 000506-51-4 80
4 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 76
5 Isotridecanol- 200 C13H280 027458-92-0 72
Abundance Scan 1635 (20.274 min): BF085076.D (-1632) (-) m/z 57.10 100.00%
83
5000 111
3 |133 207 283 355 20,00 20.20 20.40 20.60
0 L 165 % ] | m/z 55.10 78.13%
i L L UL UL UL S - - ¢
m/z--> 50 100 150 200 250 300 350
Abundance #133740: 2- Chloropropionic acid, hexadecyl ester
57 83
111
5000 LN SULRL UL I U
20.00 20.20 20.40 20.60
- 196 m/z 43.10 72.50%
139 222
ol ﬂ“hjq‘ M m‘u\lm D - 29 2
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
20,00 20.20 20.40 20.60
5000 111 m/z 83.10 67 .45%
29
. 139 168 194 224 250 297 360
m/z--> " 50 100 150 200 250 300 350
Abundance #142900: 1-Tetracosanol B R B B
57 83 20.00 20.20 20.40 20.60
m/z 97.10 61.35%
5000
29
ol i ‘n I 195 223 252 280 308 %°
m/z--> 50 100 150 250 300 3&'30 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085076.D

Aca On : 13 Feb 2016 10:16

Operator : SJ/1Z

Sample = H1409-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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

Peak Number 18

unknown20.59

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.59 10.36 ng 399575 Perylene-di12 18.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

(-)-

1.1

Tricvclol6.2.1.0(4.11D)lundec... 204 C15H24
.4a-Trimethvl-5.6-dimethvlene... 204 C15H24
la.2.3.5... 204 C15H24

.beta.-Humulene 204 C15H24

1,3-

1
2
3 1H-Cvcloproplelazulene.
4
5

Benzodioxole, 5-(1-(4-ethoxy... 300 C18H2004

1000154-06-7 49
1000193-60-8 46
021747-46-6 45
000116-04-1 43
090632-70-5 35

5000

m/z-->

Abundance

(o]

Scan 1663 (20.594 min): BF085076.D (-1658) (-)
133

55

204
69 107

oh 285
' 300
161 189
231 257
3

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance

(o]

#58828: (-)-Tricyclo[6.2.1.0(4,11)]undec-5-ene, 1,5,9,9-te...

105 133148

41

189
204

il ‘13” |

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

204

91105 133
41 189

161
69

27

5000

m/z-->

Abundance

#58932: 1H-Cycloprop[e]azulene, 1a,2,3,5,6,7,7a,7b-octahyd...
107

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 133.05 100.00%

-

20.20 20.40 20.60 20.80 21.00

m/z 55.10 85.69%

-

20. 20 20 40 20 60 20 80 21. OO

m/z 204.20 76 .64%

.

20.20 20.40 20.60 20.80 21.00

m/z 107 .05 70.45%

-

20.20 20.40 20.60 20.80 21.00

m/z 95.10 65 .44%

3

20. 20 20 40 20 60 20 80 21. OO

8270-BF021316.M Mon Feb 15 17:47:58 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021416\
Data File : BF085076.D

Acq On : 13 Feb 2016 10:16

Operator : SJ/1Z

Sample - H1409-08

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021316_.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]
Butane, 2-methoxy... 1.68 3.2 ng 189909 1 5.91 1185290 20.0
2-Pentanone, 4-hy... 3.70 13.2 ng 783554 1 5.91 1185290 20.0
unknown5 .56 5.56 109.1 ng 6465240 1 5.91 1185290 20.0
Eicosane 11.42 2.0 ng 140716 3 10.58 1387860 20.0
Heptacosane 14.93 15.7 ng 888933 4 13.01 1132730 20.0
Tritetracontane 17.11 22.1 ng 1004520 5 17.18 907195 20.0
17-Pentatriacontene 17.90 6.9 ng 311894 5 17.18 907195 20.0
Trifluoroacetic a... 18.58 10.3 ng 396536 6 18.80 771371 20.0
9-Tricosene, (2)- 19.31 15.7 ng 604082 6 18.80 771371 20.0
unknownl19.74 19.74 2.4 ng 92535 6 18.80 771371 20.0
2- Chloropropioni... 20.27 2.6 ng 98861 6 18.80 771371 20.0
unknown20.59 20.59 10.4 ng 399575 6 18.80 771371 20.0
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