LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086872.D
Aca On : 10 May 2016 21:08 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H2916-03 ITALE-FILL-CSPH3-3K
ALS Vial : 21 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-BF050916.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 4.841 239 241 250 rBV 384709 655775 16.65% 1.903%
2 5.287 277 280 282 rBVY 3169671 3854878 97.85% 11.189%
3 5.687 313 315 325 rVB 50973 85550 2.17% 0.248%
4 6.350 370 373 375 rBVY 2988493 3939517 100.00% 11.435%
5 6.453 380 382 385 rBVY 3147453 3622619 91.96% 10.515%
6 6.682 400 402 409 rVB 1116434 1014957 25.76% 2.946%
7 6.842 413 416 418 rBVY 3301360 3227919 81.94% 9.369%
8 7.253 450 452 455 rBV 2245579 2341631 59.44% 6.797%
9 7.973 512 515 517 rBVY 1157959 1145379 29.07% 3.325%
10 9.048 607 609 612 rBY 4003953 3556086 90.27% 10.322%

11 9.448 642 644 648 rBvV 439765 405047 10.28% 1.176%
12 9.665 661 663 665 rBv 118018 124482 3.16% 0.361%
13 9.722 665 668 670 rBY 1048500 1085235 27.55% 3.150%
14 9.893 679 683 684 rBvV 25860 40390 1.03% 0.117%
15 10.156 704 706 708 rvB 246763 197240 5.01% 0.572%

16 10.373 722 725 728 rBV 73816 120432 3.06% 0.350%
17 10.511 734 737 739 rBV 1556225 1939302 49.23% 5.629%
18 10.625 746 747 752 rBV 212536 282332 7.17% 0.819%
19 10.819 762 764 766 rBV 33630 44725 1.14% 0.130%
20 11.071 785 786 788 rBV 104846 111245 2.82% 0.323%

21 11.196 795 797 801 rBV 1015922 901262 22.88% 2.616%

22 11.745 842 845 848 rBV 30253 59069 1.50% 0.171%
23 12.774 933 935 938 rBV 1997426 2799438 71.06% 8.126%
24 13.014 954 956 964 rBV 26209 70925 1.80% 0.206%

25 13.688 1013 1015 1024 rBV 374601 803241 20.39% 2.331%

26 13.825 1024 1027 1029 rBV 714973 792863 20.13% 2.301%
27 14.271 1063 1066 1068 rBV 144015 210917 5.35% 0.612%
28 14.339 1070 1072 1076 rVB2 43046 91065 2.31% 0.264%
29 14.660 1098 1100 1103 rBV 44458 44395 1.13% 0.129%
30 15.197 1144 1147 1154 rBV 553423 676322 17.17% 1.963%

31 15.608 1180 1183 1186 rBV 32886 52579 1.33% 0.153%
32 15.700 1187 1191 1197 rVB4 41398 155598 3.95% 0.452%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086872.D

Aca On : 10 May 2016 21:08

Operator : UM/SJ

a?ggle i H2916-03 ITALE-FILL-CSPH3-3K
ALS Vial : 21 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-BF050916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 34452415

8270-BF050916.M Wed May 11 18:58:34 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086872.D

Aca On : 10 May 2016 21:08

Operator : UM/SJ

ﬁ?ggle i H2916-03 ITALE-FILL-CSPH3-3K
ALS Vial :© 21 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance :
4000000 TIC: BF086872.D

5.29 (?: 45 6.84
3000000 6.3%
7.25

2000000

6.68
1000000

4.84

5.69
e e e e e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance -
4000000 olos TIC: BF086872.D

3000000

2000000 1277

10.51

[.97 11.20
1000000
13.6
10.16
9.66 g 89 10.3 10 g2 11.0 11.74 13.01 \

o A R e e e e e e e e

Time-->  8.00 8.50 9.00 10 00 10. 50 11. OO 11.50 12.00 12.50 13.00 13.50
Abundance
4000000 TIC: BF086872.D

3000000
2000000

1000000; 5 g3

15.20
u& 14.66 [\ 1516170

e e == —————

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086872.D

Aca On : 10 May 2016 21:08

Operator : UM/SJ

a?ggle i H2916-03 ITALE-FILL-CSPH3-3K
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.84 12.92 ng 655775 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 241 (4.841 min): BF086872.D (-239) (-) m/z 43.05 100.00%
43.0
5000 59.1 /\\
PR ok 4B 5bo 5%
Ol ettt e 2L Tm/z 59.10 46.20%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

460 4.80 5.00 5.20
m/z 58.10 12.82%

31‘0 83.0 93010‘10
O T e T e e T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0

4.60 4.80 5.00 5.20

5000 m/z 101.10 12.69%
58.0
15.0 27.0 72.0 100.0 A\
e S I I SULI LS SIS IS I SIS SULILS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Diacetamide A ma s
43.0 4.60 4.80 500 520

m/z 41.05 9.32%

5000 59.0
73.0
101.0
280 |, 510 || 86.0 |

e T L M NN ,,,,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086872.D

Aca On : 10 May 2016 21:08

Operator : UM/SJ

a?ggle i H2916-03 ITALE-FILL-CSPH3-3K
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.45 Concentration Rank 1

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

6.45 71.38 ng 3622620 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H3N2 034760-58-2 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 382 (6.453 min): BF086872.D (-380) (-) m/z 132.10 100.00%
13p.1
68.1
5000
40.0 . A UL IR A A
I 54.0 M ﬁl 61 620 6.40 6.60 6.80
Obrrrrrrrrr il el BB L WS W m/z 68.10 54.36%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 BN AR L S
6.20 6.40 6.60 6.80
310 70.0 m/z 66.05 37.85%
0 ﬂow %9‘ , 860 116.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1oa0 620 640 680 a0
5000 m/z 134.00 31.83%
31.0 51.0
79.0
s R RN RN RN AR RS RAARA RRASS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- R EEREEEsEe e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 22.62%
5000
8.0 104.0
300 510 630 | gpo ‘
N T T W L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086872.D

Aca On : 10 May 2016 21:08

Operator : UM/SJ

a?ggle i H2916-03 ITALE-FILL-CSPH3-3K
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Hexadecane Concentration Rank 11

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

9.66 2.29 ng 124482 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eilcosane 282 C20H42 000112-95-8 86
3 Tridecane 184 C13H28 000629-50-5 80
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 663 (9.665 min): BF086872.D (-661) (-) m/z 57.10 100.00%
57.1
5000
85.1
9.40 9.60 9.80 10.00
113.1
o 1all m/z 43.10 77.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000

85.0 9.40 9.60 9.80 10.00
& m/z 71.10 45.44%

29.0
o o Hw‘ﬂwlmom%1wonm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
9.40 9.60 9.80 10.00
5000 m/z 41.10 36.72%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45540: Tridecane B L e B L
57.0 9.40 9.60 9.80 10.00
m/z 85.10 31.90%
5000
29.0 85.0
0 “ \‘ \ \‘ \‘ \1130 1410 1840
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086872.D

Aca On : 10 May 2016 21:08

Operator : UM/SJ

a?ggle i H2916-03 ITALE-FILL-CSPH3-3K
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.62 6.27 ng 282332 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Octadecane 254 C18H38 000593-45-3 86
4 Tetradecane. l-i1odo- 324 C14H29l 019218-94-1 86
5 Tridecane 184 C13H28 000629-50-5 83
Abundance Scan 747 (10.625 min): BF086872.D (-746) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.2 10.40 10.60 10.80 11.00
0 140.1 m/z 43.10 85.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0

5000 Ll B e
85.0 1040 10.60 10.80 11.00
29.0 m/z 71.10 46 .57%
oL L L 1130 1410 1690 282.0
R O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
e e e
10.40 10.60 10.80 11.00
5000 m/z 41.10 40.38%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91035: Octadecane s B M T S
57.0 10.40 10.60 10.80 11.00
m/z 85.10 30.51%
5000 85.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10. 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086872.D

Aca On : 10 May 2016 21:08

Operator : UM/SJ

a?ggle i H2916-03 ITALE-FILL-CSPH3-3K
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.69 20.26 ng 803241 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 87
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 83
Abundance Scan 1015 (13.688 min): BF086872.D (-1013) (-) m/z 43.10 100.00%
431
83.1
5000
UL DU BN RN U
1392 13.40 13.60 13.80 14.00
Obrerrrrrebrdh 167.2 193.1 281.1 m/z 57.10 94 11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 UL DU BN RN U
29.0 13.40 13.60 13.80 14.00 '
125.0 m/z 55.10 88.05%
0 | 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41,0
83.0 ' 13.40 13.60 13.80 14.00
5000 m/z 41.10 64 .34%
111.0
o 139.0 168.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecy! ester AN BaE s EE e
43. 13.40 13.60 13.80 14.00

83.0 m/z 83.10 62.71%

5000
111.0

:

139.0

182.0 210.0
RS o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00

8270-BF050916.M Wed May 11 18:58:40 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086872.D

Aca On : 10 May 2016 21:08

Operator : UM/SJ

a?ggle i H2916-03 ITALE-FILL-CSPH3-3K
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 unknownl4.27 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.27 5.32 ng 210917 Chrysene-di12 13.83

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 38
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 38
3 9-Nonadecene 266 C19H38 031035-07-1 35
4 Dodecvyl acrvlate 240 C15H2802 002156-97-0 27
5 1-Heptadecene 238 C17H34 006765-39-5 27

Abundance Scan 1066 (14.271 min): BF086872.D (-1063) (-) m/z 57.10 100.00%

g

5000
112.1 LI e o o o o
265.3
14.00 14.20 14.40 14.60
138.1 179.2 222.2
Ot m/z 55.10 66.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107523: 6-Octadecenoic acid, (2)-
55.0
83.0
5000 LA L L L L LN
29.0 14.00 14.20 14.40 14.60
m/z 71.10 63.67%
‘ 137.0 180.0 222.0
Ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0 83.0
R IR R R
14.00 14.20 14.40 14.60
5000 111.0 m/z 43.10 47 .24%

266.0
o 1390 1680 2100 238.0

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

Abundance #98168: 9-Nonadecene B A RRREE R
14.00 14.20 14.40 14.60

m/z 41.10 42_.71%

e

5000

Is

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086872.D

Aca On : 10 May 2016 21:08

Operator : UM/SJ

a?ggle i H2916-03 ITALE-FILL-CSPH3-3K
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Cyclopentane, 1,1,3-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14 .34 2.30 ng 91065 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 52
2 3-Octene. 2.2-dimethvl- 140 C10H20 086869-76-3 46
3 3-Hexene. 3-ethvl-2.5-dimethvl- 140 C10H20 062338-08-3 43
4 17-Pentatriacontene 491 C35H70 006971-40-0 38
5 Thieno[2,3-d]-1,3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 38
Abundance Scan 1072 (14.339 min): BF086872.D (-1070) (-) m/z 43.10 100.00%
43.1
T MW
5000
1261 1531 gp 292 2891 | 150 1470 1040 00|
Orrrrry . m/z 55.10 82.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6621: Cyclopentane, 1,1,3-trimethyl-
55.0
83.0
5000 LR U DA DR
27.0 14.00 14.20 14.40 14.60
m/z 69.10 77 .59%
112.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69.0
14.00 14.20 14.40 14.60
5000 41.0 m/z 57.10 70.09%
97.0
140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17362: 3-Hexene, 3—ethy|—2,5—dimethy|— LI L B L B L LI R
55.0 14.00 14.20 14.40 14.60
9.0 m/z 83.10 65.57%
- NN\/\A/\"J\/M/
27.0 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086872.D

Aca On : 10 May 2016 21:08

Operator : UM/SJ

a?ggle i H2916-03 ITALE-FILL-CSPH3-3K
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.70 4.60 ng 155598 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 70
2 Oxirane. [(hexadecvloxv)methvll- 298 C19H3802 015965-99-8 58
3 Cvclopentane. (4-octvldodecvl)- 350 C25H50 005638-09-5 52
4 Oxirane. l(dodecvloxv)methvIl- 242 C15H3002 002461-18-9 52
5 1-Hexacosanol 382 C26H540 000506-52-5 49
Abundance Scan 1191 (15.700 min): BF086872.D (-1187) (-) m/z 43.10 100.00%
431
5000
1831 L. 2042 352 15140 1560 1580 16,00
O rrrthy m/z 57.10 84.28%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 R B B BN B
15.40 15.60 15.80 16.00
m/z 55.10 56.14%
. ‘ 1506700100 267.03070 490.0
miz--> 0 55 160 1%0 260 2éo 300 3%0 460 4%0 '
Abundance
57.0
'15.40 15.60 15.80 16.00 |
5000 m/z 97.10 49 .50%
97.0
0 19.0 139.0 224.0 281.0
miz--> 0 55 160 1%0 200 250 360 3%0 460 4%0 '
Abundance #141326: Cyclopentane, (4-octyldodecyl)- R MR T
43.0 15.40 15.60 15.80 16.00
83.0 m/z 83.10 46 .03%
5000
25.0
0 b j[ |, 167.0 23?'0 278.0 3500
miz--> 0 5'0 100 1%0 2(')0 25'30 3(')0 3&1;0 4(')0 4&1;0 ' 15.'40 15.|60 15.|80 16.IOO !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051016\

Data File : BF086872.D

Acq On : 10 May 2016 21:08

Operator : UM/SJ

a?ggle i H2916-03 ITALE-FILL-CSPH3-3K
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.84 12.9 ng 655775 1 6.68 1014960 20.0
unknown6 .45 6.45 71.4 ng 3622620 1 6.68 1014960 20.0
Hexadecane 9.66 2.3 ng 124482 3 9.72 1085240 20.0
Eicosane 10.62 6.3 ng 282332 4 11.20 901262 20.0
1-Docosene 13.69 20.3 ng 803241 5 13.83 792863 20.0
unknownl14 .27 14.27 5.3 ng 210917 5 13.83 792863 20.0
Cyclopentane, 1,1... 14.34 2.3 ng 91065 5 13.83 792863 20.0
17-Pentatriacontene 15.70 4.6 ng 155598 6 15.20 676322 20.0
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