LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097177.D

Aca On 29 Jul 2017 2:05

Operator : SJ/JU

Sample = 14456-11

Misc :

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-BF072517.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 4.634 462 467 488 rVB 556584 862887 28.57% 3.636%
2 5.092 541 545 566 rBVY 2754740 3020595 100.00% 12.726%
3 6.151 720 725 739 rBVY 2530271 2961492 98.04% 12.477%
4 6.263 739 744 747 rBV 2681448 2672803 88.49% 11.261%
5 6.486 778 782 794 rVB 801834 684142 22.65% 2.882%
6 6.645 804 809 812 rBVY 2074914 1998732 66.17% 8.421%
7 7.057 874 879 882 rBVY 1805200 1685330 55.79% 7.101%
8 7.192 899 902 910 rVB 30790 33762 1.12% 0.142%
9 7.769 996 1000 1008 rBV 924259 766939 25.39% 3.231%
10 8.845 1179 1183 1187 rBvV 2137716 2085322 69.04% 8.786%

11 9.245 1247 1251 1256 rBV 341033 278348 9.22% 1.173%
12 9.516 1293 1297 1301 rBV 812365 724720 23.99% 3.053%

13 9.969 1371 1374 1377 rVB 42413 32164 1.06% 0.136%
14 10.298 1426 1430 1437 rBV 1109292 1028094 34.04% 4_.332%
15 10.439 1451 1454 1460 rBV 76679 87083 2.88% 0.367%
16 10.886 1526 1530 1532 rBV 46005 38541 1.28% 0.162%
17 10.986 1543 1547 1550 rBV 625999 534745 17.70% 2.253%
18 11.010 1550 1551 1555 rVB 88179 53559 1.77% 0.226%
19 11.539 1639 1641 1648 rBV2 65089 73647 2.44% 0.310%

20 12.192 1748 1752 1756 rVB 193373 164123 5.43% 0.691%

21 12.321 1771 1774 1780 rBv4 22524 31552 1.04% 0.133%
22 12.415 1785 1790 1793 rBV 200473 195659 6.48% 0.824%
23 12.568 1812 1816 1820 rVB 1544796 1570409 51.99% 6.616%
24 12.815 1852 1858 1862 rBV4 25517 38676 1.28% 0.163%
25 13.251 1926 1932 1938 rBV5 21857 39181 1.30% 0.165%

26 13.480 1966 1971 1977 rBV2 133718 184372 6.10% 0.777%
27 13.610 1985 1993 1996 rBV 722428 772228 25.57% 3.254%

28 13.633 1996 1997 2001 rVB 82891 67742 2.24% 0.285%
29 14.115 2076 2079 2089 rVB5 29217 46392 1.54% 0.195%
30 14.374 2118 2123 2126 rBV 137548 142585 4.72% 0.601%
31 14.604 2158 2162 2164 rBV 73982 89222 2.95% 0.376%
32 14.692 2174 2177 2180 rBV3 39428 44957 1.49% 0.189%
33 14.857 2201 2205 2210 rBV 46176 64622 2.14% 0.272%
34 14.909 2210 2214 2218 rBV 57633 63399 2.10% 0.267%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097177.D

Aca On 29 Jul 2017 2:05

Operator : SJ/JU

Sample = 14456-11

Misc :

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-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.962 2218 2223 2229 rBV 413634 498042 16.49% 2.098%

36 15.362 2288 2291 2294 rBV3 31616 38218 1.27% 0.161%
37 15.692 2344 2347 2355 rVB10 31968 60655 2.01% 0.256%
Sum of corrected areas: 23734939
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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\BFO072817\

BF097177.D

29 Jul 2017 2:05

SJ/Ju

14456-11

21 Sample Multiplier: 1

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097177.D

Aca On 29 Jul 2017 2:05

Operator : SJ/JU

Sample : 14456-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

463 25.23ng 862887  1,4-Dichlorobenzene-da 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
-Hexanol . 4-methvl- 116 C7H160 000615-29-2 33
-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
cetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

abrwNPE
NIZ>NWN

Abundance Scan 466 (4.628 min): BF097177.D (-462) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.1

4.20 4.40 4.60 4.80 5.00

83.0
il SLOLJ|G89 830 | S/ 89.00  53.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 [Tr I [T rrr[rrrr[rrrrprrrs

420 4.40 4.60 4.80 5.00
m/z 58.00 14.35%

. 101.0
S S N - IF-~1 b A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0

4.20 4.40 4.60 4.80 5.00

5000 41.0 m/z 101.10 13.37%
31.0
69.0 87.0
15.0 51.0 98.0

R A w2 I I B o

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R

59.0 420 440 460 480 500

m/z 41.05 8.92%

5000
o 101.0
31.0
15.0 11 \H‘ 510‘\\ ! 690 830

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097177.D

Aca On 29 Jul 2017 2:05

Operator : SJ/JU

Sample : 14456-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2 unknown6.26 Concentration Rank 1

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

6.26 78.14 ng 2672800 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 744 (6.263 min): BF097177.D (-739) (-) m/z 132.10 100.00%
13%.1
5000 68.1
e
401 540 | 9.1 6.00 620 6.40 6.60
....,...:I'!...,.... ::..,....,....,..!.,.1??.?1.1.“?.1,....,"...,.. m/z 68.10 39.25%
m/z--> 30 50 80 90 100 110 120 130 140
Abundance #14142. 3 Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 U S UL IR
6.00 6.20 6.40 6.60
310 510 m/z 134.10 33.51%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
600 620 640 6.60
5000 67.0 m/z 66.00 26.13%
41.0 97.0
53.0
79.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine  Ea o e e e
132.0 6.00 6.20 6.40 6.60
m/z 69.10 15.41%
5000
33.0 44.0 00 105.0
m/z--> 30 40 5'0 6|0 70 8|0 9 100 110 12'0 130 140 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097177.D

Aca On 29 Jul 2017 2:05

Operator : SJ/JU

Sample : 14456-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 4 Eicosane, 10-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.44 3.26 ng 87083 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
2 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 86
3 Tetracosane 338 C24H50 000646-31-1 83
4 Tridecane 184 C13H28 000629-50-5 80
5 Heptadecane 240 C17H36 000629-78-7 78

Abundance Scan 1454 (10.439 min): BF097177.D (-1451) (-) m/z 57.05 100.00%

571.0

5000
85.0

10 20 10. 40 10.60 10.80

113.1
rrrrefbreb b0 L 1802 e || M7z 43.10 0 68.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141431: Eicosane, 10-methyl-

5000 85.0 L o LA
10.20 10.40 10.60 10.80

m/z 71.10 48 .09%

113.0  154.0
L T . 1183.0 211 o 239.0 281 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57.0

10.20 10.40 10.60 10.80
5000 m/z 85.05 29.15%

85.0

113.0141.0  183.0211.0 253.0 281.0

mmmwmmmﬂrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57.0 10.20 10.40 10.60 10.80

m/z 41.00 28 .66%
5000 85.0

23.0 113.0
g 14101690197022502530281030903380

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097177.D

Aca On 29 Jul 2017 2:05

Operator : SJ/JU

Sample : 14456-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 5 Undecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.75 ng 73647 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 53
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Oxalic acid. allvl pentadecvl ester 340 C20H3604 1000309-24-3 18
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 14
Abundance Scan 1641 (11.539 min): BF097177.D (-1639) (-) m/z 43.00 100.00%
43.0 73.0
2000 M/\AAJLL/M
129.1 LN B B SRR
I | 171.1 2131 11.20 11.40 11.60 11.80
—— gl e ey m/z 73.00 96.10%
m/z--> 50 100 150 200 250 300 350
Abundance #50051: Undecanoic acid
60.0
5000
11.20 11.40 11.60 11.80
29.0 129.0 m/z 60.00 92.53%
e L, =
B Y T
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
43.0 11.20 11.40 11.60 11.80
5000 155.0 m/z 41.00 79.38%
115.0
217.0 279.0 330.0 387.0
m/z--> 55 160 1éo 200 250 300 3éo ' NUMANNﬂmnNNJ
Abundance #39471: n-Decanoic acid e A REREE R
60.0 11.20 11.40 11.60 11.80
m/z 57.05 78.17%
29.0
5000
e f“W%wAmm$J\vvkumwwww
‘ UJM ﬁ?ﬁpw, ["|%7%9' | UL UL UL LN B B SRR
m/z--> 50 100 150 200 250 300 350 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097177.D

Aca On 29 Jul 2017 2:05

Operator : SJ/JU

Sample : 14456-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 6 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.48 4.78 ng 184372 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
4 11-Tricosene 322 C23H46 052078-56-5 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 1971 (13.480 min): BF097177.D (-1966) (-) m/z 57.05 100.00%
57.0
97.0
5000
[ I j pous 2090 "33 1940 1360 1380
iy L e e o m/z 55.10 94 .13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55.0
97.0
5000 LI SRR BRI BRI B
13 20 13 40 13. 60 13. 80
m/z 43.10 92.87%
14.0| \,\ 1 H, ,\\H,M‘I J‘ 190 w810 0 s80
m/z--> 50 100 150 200 250 300 350 400
Abundance
5.0 ¢
13.'20 13.'40 13.|60 13.I80
5000 m/z 83.05 69.94Y%
19.0 1390 1850 2040 2660
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester e B L
57.0 13.20 13.40 13.60 13.80
m/z 69.05 64.31%
97.0
- MVJ\'W/\/V
169.0
e l L ‘i3zo 2240 2690 4200
m/z--> 5'0 100 150 2(')0 250 3(')0 350 400 13 20 13 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097177.D

Aca On 29 Jul 2017 2:05

Operator : SJ/JU

Sample : 14456-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 7 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .37 5.73 ng 142585 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 86
2 Tetradecanamide 227 C14H29NO 000638-58-4 80
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
5 Dodecanamide 199 C12H25N0 001120-16-7 50

Abundance Scan 2122 (14.368 min): BF097177.D (-2118) (-) m/z 59.00 100.00%

.0

5000

-

14.00 14.20 14.40 14.60
m/z 72.10 46.46%

9711260 16311891 2212  265.1

m/z--> 50 100 150 200 250 300 350
Abundance #128443: 9-Octadecenamide, (2)-
59.0
5000 LI L L B B B
14.00 14.20 14.40 14.60
m/z 55.00 42 .13%
0L o 00 tsn0 2200 200 H)
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
R S R
14.00 14.20 14.40 14.60
5000 m/z 43.05 28.76%
23.0 97.0 1280 c5 g1840 2270 MAmeJhwr”“VAL“VM“"jM“MW
— T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #106565: Hexadecanamide A BT o e
59.0 14.00 14.20 14.40 14.60
m/z 41.10 28.49%
— e T R S R
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097177.D

Aca On 29 Jul 2017 2:05

Operator : SJ/JU

Sample : 14456-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 8 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.86 2.60 ng 64622 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Pervlene 252 C20H12 000198-55-0 87
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 87
4 Benzolalovrene 252 C20H12 000050-32-8 81
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 70
Abundance Scan 2206 (14.862 min): BF097177.D (-2201) (-) m/z 252.10 100.00%
25p.1
5000
125.1
: m/z 250.10 29.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000

14.60 14.80 15.00 15.20
m/z 253.10  21.52%

125.0
mo7u)%0MM1%01mommﬂM0 J

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
14.60 14.80 15.00 15.20
5000 m/z 125.05 14 _.59%
125.0
17.0 39.0  74.0 99.0 150.0 174.0 200.0 224.0
wwmm’wmwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene R s
252.0 14.60 14.80 15.00 15.20
m/z 124.10 14 _.04%
5000
126.0
39.0 740 1000, | 150.0 174.0 20,0 2240 H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097177.D

Aca On 29 Jul 2017 2:05

Operator : SJ/JU

Sample : 14456-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 9 unknownl5.69 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.69 2.44 ng 60655 Perylene-di12 14 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-tricvclopentvl- 282 C21H30 018970-51-9 25
2 5-(7a-1sopropenvl-4.5-dimethvl-o... 288 C20H320 1000193-54-2 12
3 5.beta..7.beta.H.10.alpha.-Eudes... 222 C15H260 025826-85-1 10
4 Retinal. 9-cis- 284 C20H280 000514-85-2 10
5 Cyclohexene, l-iodo-4-methyl- 222 C7H111 031053-85-7 9
Abundance Scan 2347 (15.692 min): BF097177.D (-2344) (-) m/z 213.10 100.00%
550 95.0 1
157.1
275.2301.3
5000 3 8r.2 3534
9.1 15.40 15.60 15.80 16.00
m/z 95.00 89.15%
m/z--> 50 100 150 200 250 300 350
Abundance #129523: Benzene, 1,3,5-tricyclopentyl-
213.0
41.0 145.0
5000 69.0 282.0 15.'40 15.|60 15.|80 16.|00
117.0 730 m/z 55.00 89.03%
! \;“ L ‘. u .‘ L ‘Hl‘ "““IM ‘.“ ..‘. .‘. \?4?'0 — .‘ —————r i
m/z--> 50 100 150 200 250 300 350
Abundance
149.0 213.0
o1 o 2070 ' 15.40 15.60 15.80 16.00
soo0l L0 : m/z 105.00 82.98%
177.0
o550 288.0
m/z--> B '55' ' "160' ' "1é0' ' "260' B '250' B '360' B '350
Abundance #79443: 5.beta.,7.beta.H,10.alpha.-Eudesm-11-en-1.alpha.-ol I AEEREE TS
41.0 15.40 15.60 15.80 16.00
m/z 107.00 80.15%
81.0
5000
125.0
Ihhlwl\“i I‘J\LI]\-8\9{0|\HI I{II ——r— ——— : s M
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
Data File : BF097177.D

Acq On 29 Jul 2017 2:05

Operator : SJ/JU

Sample - 14456-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
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... 4.63 25.2 ng 862887 1 6.49 684142 20.0
unknown6 .26 6.26 78.1 ng 2672800 1 6.49 684142 20.0
Eicosane, 10-methyl- 10.44 3.3 ng 87083 4 10.99 534745 20.0
Undecanoic acid 11.54 2.8 ng 73647 4 10.99 534745 20.0
1-Docosene 13.48 4.8 ng 184372 5 13.61 772228 20.0
9-Octadecenamide, ... 14.37 5.7 ng 142585 6 14.96 498042 20.0
Benzo[e]pyrene 14.86 2.6 ng 64622 6 14.96 498042 20.0
unknownl15.69 15.69 2.4 ng 60655 6 14.96 498042 20.0
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