LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 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-BF081117.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 7.504 985 989 1009 rBV 355385 612076 16.54% 3.693%
2 8.539 1160 1165 1176 rBV3 27188 52081 1.41% 0.314%
3 9.528 1329 1333 1345 rBV 688549 955609 25.82% 5.765%
4 9.622 1345 1349 1355 rVB 55005 79518 2.15% 0.480%
5 10.328 1464 1469 1473 rVV2 28357 39600 1.07% 0.239%
6 10.610 1510 1517 1523 rVB 93569 129094 3.49% 0.779%
7 11.310 1631 1636 1643 rVVv3 27862 54902 1.48% 0.331%
8 11.528 1663 1673 1680 rBV 124958 187156 5.06% 1.129%
9 12.045 1755 1761 1764 rBV3 33695 51309 1.39% 0.310%
10 12.351 1808 1813 1817 rBV2 657242 925428 25.01% 5.583%

11 12.386 1817 1819 1826 rVB 128869 152337 4.12% 0.919%
12 13.198 1952 1957 1963 rBV 132827 166463 4 _50% 1.004%
13 13.557 2012 2018 2023 rBV2 41443 75912 2.05% 0.458%
14 13.692 2037 2041 2047 rVB6 24502 38410 1.04% 0.232%
15 13.969 2079 2088 2099 rBV 138180 237987 6.43% 1.436%

16 14.704 2208 2213 2216 rBV 118066 134535 3.64% 0.812%
17 14.745 2216 2220 2227 rVV2 619304 841452 22.74% 5.077%
18 15.374 2323 2327 2335 rBV 113098 147164 3.98% 0.888%
19 15.533 2348 2354 2359 rBV 1217086 1466685 39.64% 8.849%
20 15.980 2424 2430 2435 rVB 96816 120069 3.24% 0.724%

21 16.504 2512 2519 2522 rBV 2651148 3700479 100.00% 22.326%
22 16.539 2522 2525 2528 rVV 2693345 3180380 85.95% 19.188%
23 16.562 2528 2529 2541 rVV2 334241 281469 7.61% 1.698%
24 16.657 2541 2545 2550 rVB 558525 626124 16.92% 3.778%
25 16.974 2592 2599 2604 rVvVv 101425 131401 3.55% 0.793%

26 17.027 2604 2608 2614 rVvVv 56574 71087 1.92% 0.429%
27 17.104 2618 2621 2625 rVB 35560 37775 1.02% 0.228%
28 17.386 2665 2669 2672 rBV2 83262 94346 2.55% 0.569%
29 17.509 2684 2690 2703 rVB4 71387 173263 4.68% 1.045%
30 17.627 2706 2710 2711 rBV 59711 67068 1.81% 0.405%
31 17.645 2711 2713 2719 rVV5 56308 85708 2.32% 0.517%
32 17.704 2719 2723 2730 rVV3 54657 73589 1.99% 0.444%
33 18.168 2797 2802 2807 rVB4 27188 41076 1.11% 0.248%

34 18.445 2845 2849 2854 rVvVv 552434 660413 17.85% 3.984%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF081117_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.480 2854 2855 2860 rVB 47291 39743 1.07% 0.240%
36 19.127 2960 2965 2967 rBV6 27874 46867 1.27% 0.283%
37 19.621 3044 3049 3054 rBV 68481 115513 3.12% 0.697%
38 19.874 3089 3092 3096 rVB2 33328 38814 1.05% 0.234%
39 20.109 3128 3132 3142 rVV 400101 529587 14.31% 3.195%
40 20.215 3146 3150 3156 rVB 43646 65644 1.77% 0.396%
41 20.997 3280 3283 3290 rVB7 31903 46934 1.27% 0.283%

Sum of corrected areas: 16575067
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF097638.D

2500000
2000000
1500000
1000000

500000 750

8.54

T
8.50 9.00

T
8.00

T T
6.00 6.50

T I
7.00 7.50

T T T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF097638.D

2500000
2000000

1500000
15.53

1000000

9.53 12.35 14.74 6.6

500000

. 12.39 13.20 13.97 ,
.62 10.3310,61 1315 1205 1 135669 14170 15.3 15.98
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Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50
Abundance TIC: BF097638.D

2500000
2000000
1500000

1000000

18.44
500000 20.11

ﬁ&oﬂm 18.17 18.48 19.13  19.629.87 20.22 21.00
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T
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Time--> 17.00 1750 1800 1850 19.00 1950 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Decane, 3,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.61 2.70 ng 129094 Naphthalene-d8 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 72
2 Tetradecane 198 C14H30 000629-59-4 72
3 Sulfurous acid. nonvl 2-propvl e... 250 C12H2603S 1000309-12-0 64
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 64
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 59
Abundance Scan 1517 (10.610 min): BF097638.D (-1510) (-) m/z 57.00 100.00%
57.0
5000 4100
85.1
1119 131.0 10.20 10.40 10.60 10.80 11.00
o e e | m/z 43.10  81.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38343: Decane, 3,6-dimethyl-
57.0
5000 AR BRI
41l 85.0 10,20 10.40 10.60 10.80 11.00
1130 m/z 71.10 42 .44%
0"'lz's'b"l""l""|''''|''''|"'1"1|1'0"'|%7'0'(')|""|"
m/z--> 60 80 100 120 140 160 180 200
Abundance
57.0
10.20 10.40 10.60 10.80 11.00
5000 85.0 m/z 41.05 40.77%
41.0
0 26.0 113.0 141.0 169.0 198.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #101975: Sulfurous acid, nony! 2-propy! ester R
43.0 10.20 10.40 10.60 10.80 11.00
m/z 85.10 26.81%
71.0
5000
oL AP ‘\ | Wl e7T0 1270 4610 1010
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 200 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.53 4.04 ng 187156 Acenaphthene-d10 12.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 90
5 Undecane 156 C11H24 001120-21-4 72

Abundance Scan 1673 (11.528 min): BF097638.D (-1663) (-) 57.10 100.00%

5%.1
e MM\J\NW

39 145.1 1120 1140 11560 1180

o et m/z 43.10 83.68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0

5000 e
85.0 11.20 11.40 11.60 11.80

29.0 m/z 71.05 46.12%

0 \‘ ‘\ H Il \‘ I 1130 . 1410 1840
LI o o o o L AL B B o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

57.0

11.20 11.40 11.60 11.80

5000 m/z 41.00 36.01%
85.0
29.0

0 113.0 1410 168.0 212.0

e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane e

57.0 11. 20 1140 11. 60 1180

m/z 85.10 30.81%

5000
29.0 850
‘\ “ L4 ‘ , 1130 141.0 169.0 197.0 226.0
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Hexadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.20 3.60 ng 166463 Acenaphthene-d10 12.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Heneicosane 296 C21H44 000629-94-7 83
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 72
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 1957 (13.198 min): BF097638.D (-1952) (-) m/z 57.05 100.00%
5%.0
5000
85.1
R 1250 1300 1350 1340 1360
0 - m/z 43.10 82.94Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57.0
5000 R DI
85.0 12. 80 13 00 13. 20 13. 40 13 60
29.0 : m/z 71.05 50.67%
0 | ‘ )| 1130 141.0 169.0 197.0 226.0
IARRS RARENRRR I""I""I""I""IIIII IR B A N A B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
12:80 13.00 13.20 13.40 13.60
5000 85.0 m/z 41.00 35.96%
29.0
o 130 1410 169.0 197.0 225.0 254.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane R LA REEE Rt e
57.0 12.80 13.00 13.20 13.40 13.60
m/z 85.10 32.21%
5000 85.0
29.0
o ‘ | 30410 1690 1970 2250 2530 2960
m/z--> 25 4b 65 éo 160 150 150 160 180 200 220 240 260 2§o 300 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.97 5.66 ng 237987 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eilcosane 282 C20H42 000112-95-8 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Heneicosane 296 C21H44 000629-94-7 86
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2088 (13.969 min): BF097638.D (-2079) (-) m/z 57.05 100.00%
57.0
5000
85.0
131 10t 1360 1280 1400 1420 |
(o} . m/z 43.05 76.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
57.0
5000 AR R BN SR B
85.0 13. 60 13. 80 14. oo 14.20
29.0 ' m/z 71.10 49 .23%
0 ‘\ L Lo 1130 1410 169.0 197.0 2260
m/z--> 25 45 eb ab 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
57.0
13.60 13.80 14.00 14.20
5000 m/z 41.00 31.54%
85.0

29.0
113.0 1410 169.0 197.0 225.0 253.0 282.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48835: Tridecane L I e S B R
57.0 13.60 13.80 14.00 14.20
m/z 85.05 30.61%
5000
85.0
29.0
0 ‘ ‘\ ‘ Iy \\1130 141.0 184.0
R A B A B A A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.37 3.50 ng 147164 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 2326 (15.368 min): BF097638.D (-2323) (-) m/z 57.10 100.00%

57.1

5000
15.00 15.20 15.40 15.60
39 1130 1411 1650 - : : :
o : - m/z 43.00 73.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0
5000 LA L L N L L LB L
85.0 15.00 15.20 15.40 15.60
29.0 m/z 71.05 57.76%
ol [ MB0 1410 1690 1960 2400
T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
R e o e A REE
15.00 15.20 15.40 15.60
5000 m/z 85.10 33.85%
85.0
29.0
0 113.0 1410 169.0 197.0 226.0
T T T T T T e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane A R o RS
57.0 15.00 15.20 15.40 15.60
m/z 41.00 33.40%
5000 85.0
29.0
0 \‘ ‘\ H | M 113 0 1410 169.0 212.0
BN e I AR n R s o o e R R a
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.53 34.86 ng 1466690 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 94
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 90

Abundance Scan 2353 (15.527 min): BF097638.D (-2348) (-) m/z 74.00 100.00%

74.0
5000 43.0

15.20 15.40 15.60 15.80

1711 199.2 227.2 270.3

0 m/z 87.00 68.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119406: Hexadecanoic acid, methyl ester
74.0
43.0
5000 LI L L L L L L LB |
15.20 15.40 15.60 15.80
143.0 m/z 43.05  46.82%
ots0, o %P aa1o | 1710 1990 2270 2700
..wnnlnnp..P“.P“w.“w”..“” AL RABEEEZIIEEERRRISEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
15.20 15.40 15.60 15.80
5000 43.0 270.0 m/z 55.00 34.41%
o ~ 1210 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate T T T T
74.0 15.20 15.40 15.60 15.80
m/z 41.05 32.59%
5000
43.0
143.0
o | 10001550130 1719 1990 2420
.“,”.W.H.P.“ R e R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.98 2.85 ng 120069 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Heneicosane 296 C21H44 000629-94-7 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Nonadecane 268 C19H40 000629-92-5 80
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 2430 (15.980 min): BF097638.D (-2424) (-) m/z 57.00 100.00%
57.0
5000 850
131 1404 1560 1580 16,00 1620 |
0! . m/z 43.05 68.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane
57.0
5000 85.0 Frrrrfrs fﬁ’---- NAREREE
15.60 15.80 16. 00 16.20
29.0 m/z 71.10 54 _.02%
0 \‘ \‘ A \‘ 11\3 0 141.0 169.0 198 0
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 200 220 250 2éo 2§0 300
Abundance
57.0
o 15160 15,80 16,00 160
5000 m/z 85.05 36.67%
29.0 113.0

141.0 169.0 197.0 225.0 253.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94345: Heptadecane R R Bt S e AR
57.0 15.60 15.80 16.00 16.20
m/z 41.00 30.78%
5000 85.0
29.0
. L0l ) /180 1410 169.0 1060 240.0
et e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.50 87.95 ng 3700480 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 98
3 10.13-0Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 98
4 Methvl 10-trans.l12-cis-octadecad... 294 C19H3402 1000336-44-2 98
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 97
Abundance Scan 2518 (16.498 min): BF097638.D (-2512) (-) m/z 67.05 100.00%

67.0
5000

1231 R e EEmammme
150.1 1782

16 20 16. 40 16 60 16. 80
263.2
0 220.2 294.3 m/z 55.05 82.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139724: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0
5000 -

16.20 16.40 16.60 16.80

123.0 1500 m/z 81.05 78.71%
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
16 20 16. 40 16 60 16.80
5000 9.0 m/z 41.05  67.95%
0.0 294.0
1230 1300 4265 5000 2620
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester T et
16 20 16. 40 16 60 16. 80
m/z 95.10 53.34%
5000
294.0
150.0 1780 2200 263.0
[0} R e ERmammmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 20 16. 40 16 60 16. 80

8270-BF081117.M Mon Aug 14 14:18:26 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 12-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.54 75.59 ng 3180380 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
3 6-Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 99
4 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 99
5 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 97

Abundance Scan 2525 (16.539 min): BF097638.D (-2522) (-) m/z 55.05 100.00%

5000

180.2 2222 2643 5904 16.20 16.40 16.60 16.80
' m/z 41.05 65.82%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester

C

5000 LA LI L L L L B LB
16.20 16.40 16.60 16.80
m/z 43.10 50.67%
1380 1800 2220 296.0
04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
e
16.20 16.40 16.60 16.80
5000 ks o m/z 69.10 48.37%
23.0 110.0

137.0 180.0 222.0 264.0 o960

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141308: 6-Octadecenoic acid, methyl ester, (2)- R EEa e RAREE R
16.20 16.40 16.60 16.80
m/z 74.00 41.17%
5000
0
123.0 264.0
150 1520 1800 2220 296.0
- IIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.20 16.40 16.60 16.80

8270-BF081117.M Mon Aug 14 14:18:26 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 10 E-1,9-Tetradecadiene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.56 6.69 ng 281469 Phenanthrene-d10 14.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-1.9-Tetradecadiene 194 C14H26 1000245-70-7 81
2 1.13-Tetradecadiene 194 C14H26 021964-49-8 64
3 1.9-Tetradecadiene 194 C14H26 112929-06-3 64
4 1-Heptadecvne 236 C17H32 026186-00-5 52
5 Bicyclo[5.1.0]octane 110 C8H14 000286-43-1 49
Abundance Scan 2529 (16.562 min): BF097638.D (-2528) (-) m/z 55.00 100.00%
54.0
5000 '
13511671 2000 264.2 16.20 16.40 16.60 16.80
o} m/z 67.00 81.84Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56487: E-1,9-Tetradecadiene
55.0
5000 U B A
16 20 16. 40 16. 60 16.80
m/z 54.05 60.31%
o 137.0 166.0 194.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0
82.0 16,20 16.40 16.60 16.80
5000 m/z 81.10 56.56%
29.0 109.0
o 137.0 166.0 1940
m/z--> 25 45 eb 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #56479: 1,9-Tetradecadiene e I I TREM L
.0 16 20 16. 40 16. 60 16 80
m/z 82.05 50.64%
5000
29.0
137.0 1650 194.0
o} e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16 20 16. 40 16. 60 16 80 '

8270-BF081117.M Mon Aug 14 14:18:27 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 11 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.66 18.96 ng 626124 Chrysene-di12 18.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 99
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 94
3 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 91
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
Abundance Scan 2546 (16.662 min): BF097638.D (-2541) (-) m/z 74.00 100.00%
74.0
5000 430
‘ ] oo v 109.2 255.3 16.40 16.60 16.80 17.00
ool AWt | 1902 207 S 2083 e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143126: Methyl stearate
74.0
5000 LI IR BN SUL SRR
43.0 16,40 16.60 16.80 17.00
143.0 m/z 43.05 49.51%
97.0 199.0 2550 2980
O:II-ISIIOH\HI‘\“”‘\I”‘\I ”.l..‘l‘..‘..l..‘..l‘....1.7.:!-.0....“....22...0. ...‘. .‘...l....‘l..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
o0 1660 1650 1700
5000 m/z 55.00 34 .35%
430 143.0
Jis.0 101.0 1710 2130 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester
74.0 16.40 16.60 16.80 17.00
m/z 41.05 29.56%
5000
143.0 255.0
97.0 199.0 298.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16.60 16.80 17.00

8270-BF081117.M Mon Aug 14 14:18:27 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 12 9,12-Octadecadienoic acid, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.97 3.98 ng 131401 Chrysene-di12 18.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 93
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 91
3 1.E-11.Z-13-Octadecatriene 248 C18H32 080625-36-1 86
4 Methyl 5.12-octadecadienoate 294 C19H3402 1000336-43-1 83
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 83

Abundance Scan 2598 (16.968 min): BF097638.D (-2592) (-) m/z 67.00 100.00%

67.0

5000

=

123.1 149.0 16.60 16.80 17.00 17.20
m/z 81.05 70.74%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0

41.0

=~

5000 LA L L L L L L LB L L
16.60 16.80 17.00 17.20
1230 m/z 55.05 60 .65%
. © 1800 4780 sy 2630 2940
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0 67.0
A -
16.60 16.80 17.00 17.20
5000 95.0 m/z 41.00 51.59%
1230 149.0 4178 262.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100923: 1,E-11,Z-13-Octadecatriene AR L e e
16.60 16.80 17.00 17.20
m/z 95.00 46.77%

5000

—

21.0 147.0 177.0

221.0 248.0
I L e e e i
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-BF081117.M Mon Aug 14 14:18:28 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 13 Heptacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.03 2.15 ng 71087 Chrysene-di12 18.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetracosane 338 C24H50 000646-31-1 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 2608 (17.027 min): BF097638.D (-2604) (-) m/z 57.05 100.00%
57.0
5000 85.1
113.1 16.80 17.00 17.20 17.40
o b b L 28 m/Z 43.00  66.43%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 A IR IR AR B
85.0 16.80 17.00 17.20 17.40
m/z 71.10 54 .04%
0 2900 | || 1130 15501830 22502530 29503230  380.0
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
" 16.80 17.00 17.20 17.40
5000 m/z 85.10 38.08%
85.0
29.0
0 113.0 155.0183.0 226.0
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0 16.80 17.00 17.20 17.40
m/z 41.00 22 .90%
5000 85.0
29.0
0 ‘ ‘] i H13° 155.0183.0 225.0253.0 2950 338.0
m/z--> 50 100 @ 200 250 300 350 16.80 17.00 17.20 17.40

8270-BF081117.M Mon Aug 14 14:18:28 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 14 Cis-4-methyl-exo-tricyclo[5... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.39 2.86 ng 94346 Chrysene-di12 18.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cis-4-methvl-exo-tricvclol5.2.1.... 150 C11H18 1000215-29-2 70
2 Cvclopropaneoctanoic acid. 2-IT2... 334 C22H3802 010152-71-3 62
3 Cis-8-methvl-exo-tricvclol5.2.1.... 150 C11H18 1000215-29-3 60
4 8-Hexadecvne 222 C16H30 019781-86-3 58
5 Tricyclo[6.4.0.0(3,7)]dodecane 164 C12H20 1000298-96-3 53
Abundance Scan 2670 (17.392 min): BF097638.D (-2665) (-) m/z 67.00 100.00%
67.0
5000
205.2 17.00 17.20 17.40 17.60 17.80
(o} m/z 55.00 82.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #23979: Cis-4-methyl-exo-tricyclo[5.2.1.0(2.6)]decane
67.0
109.0
5000{ 41.0 LRSI SO BSURR A I
135.0 17.00 17.20 17.40 17.60 17.80
m/z 81.10 78.50%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41.0 67.0
o 17160 17120 1740 1750 1780
5000 m/z 79.00 70.27%
121.0

149.0

0 177.0 224.0249.0 291.0 334.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #23978: Cis-8-methyl-exo-tricyclo[5.2.1.0(2.6)]decane A A e B
17.00 17.20 17.40 17.60 17.80
m/z 41.00 66.18%

5000

0 e REEEEREEEE

’ T I T T I
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 17.80

8270-BF081117.M Mon Aug 14 14:18:29 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 15 unknownl7.51 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.51 5.25 ng 173263 Chrysene-di12 18.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 49
2 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 46
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 43
4 Oxalic acid. cvclobutyl octadecv... 396 C24H4404 1000309-70-8 43
5 9-octadecenoic acid, 2,2,2-trifl... 364 C20H35F302 1000376-54-3 30

Abundance Scan 2690 (17.509 min): BF097638.D (-2684) (-) m/z 57.00 100.00%

5000

17.20 17.40 17.60 17.80
m/z 43.10 93.65%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141403: Octadecane, 1-(ethenyloxy)-

5000

17. 20 17. 40 17. 60 17.80
111.0 m/z 55.05 83.98%

138.0 166.0 194.0 222.0 253.0 281.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R RS s
17.20 17.40 17.60 17.80
5000 63.0 m/z 41.00 63.28%
29.0 111.0

o 1399 1680 196.0 224.0 2520

S AR AL N LA LA SR SRS SARES SRS RN SRR BARAN SRR SRS S

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

Abundance #95990: 1-Decanol, 2-hexyl- e A RERREEEES
17.20 17.40 17.60 17.80

m/z 69.05 52.70%

5000

29.0 111.0

139.0 1680 196.0 224.0
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1720 1740 1760 17.80

8270-BF081117.M Mon Aug 14 14:18:29 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 16 Tridecanoic acid, 12-methyl... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.63 2.03 ng 67068 Chrysene-di12 18.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 86
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 86
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 86
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 80
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 78
Abundance Scan 2710 (17.627 min): BF097638.D (-2706) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.0 185.1 215.1 241.1 283.2 17.40 17.60 17.80 18.00
o} m/z 87.00 73.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95897: Tridecanoic acid, 12-methyl-, methyl ester
74.0
5000 43.0
17.40 17.60 17.80 18.00
143.0 199.0 m/z 43.05 50.51%
o150 “ \M L L\QTW 1210 | 171 0 L 242 0
m/z--> 20 40 eb éo 100 120 140 160 180 200 220 240 260 280
Abundance
74.0
" 17.40 17.60 17.80 18.00
5000 43.0 m/z 55.05 39.48%
143.0
. 101.0 171.0 1990 242.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester R mEEEE RS S
74.0 17.40 17.60 17.80 18.00
m/z 57.10 31.00%
5000 43.0
o ‘ U 1] 1970 4499 2430 1850 2270 2700
m/z--> 20 45 eb éo 100 120 140 160 180 200 220 240 260 2éo 17,40 17.60 17.80 18.00

8270-BF081117.M Mon Aug 14 14:18:30 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 17 unknownl7.64 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.64 2.60 ng 85708 Chrysene-di12 18.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphonofluoridic acid. methvl-... 166 C6H12F02P 007284-82-4 38
2 Tricvclol4.2.1.1(2.5)1decan-9-on... 165 C10H15NO 1000185-13-3 37
3 4-Methvl-exo-tricvclol6.2.1.0(2.... 164 C12H20 1000215-29-8 25
4 2-Methvlcvclosarin 194 C8H16F02P 085473-32-1 23
5 Phosphonofluoridic acid, methyl-._.. 194 C8H16FO02P 333416-45-8 16
Abundance Scan 2712 (17.639 min): BF097638.D (-2711) (-) m/z 99.10 100.00%
9d.1
5000 71.1

17.40 17.60 17.80 18.00

0! m/z 71.10 43.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35342: Phosphonofluoridic acid, methyl-, cyclopentyl ester
99.0
5000 LIRS
67.0 17.40 17.60 17.80 18.00
41.0 m/z 67.00 35.30%
H P 137.0
B e ? S s
m/z--> 20 100 120 140 160 180 200
Abundance
99.0
R B e
17.40 17.60 17.80 18.00
5000 m/z 81.05 31.20%
67.0
410 82.0 148.0 1650
25.0 120.0
Ol e O Ol ey il
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33780: 4-Methyl-exo-tricyclo[6.2.1.0(2.7)]undecane b RRRmE EE e
81.0 17.40 17.60 17.80 18.00
m/z 55.00 29.29%
123.0
5000
41.0
66,0 164.0
Ll
0.,”..ph”MHﬂﬂ.ﬂ..l.,NH.H..N,.J.Wu...,”..,.”. e
m/z--> 20 40 60 80 100 120 140 160 180 200 17.40 17.60 17.80 18 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 18 unknownl17.70 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.70 2.23 ng 73589 Chrysene-di12 18.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Quinolizin-3-o0l. octahvdro- 155 C9H17NO 054308-61-1 30
2 3-Tetradecvne 194 C14H26 060212-32-0 18
3 3-Dodecvne 166 C12H22 006790-27-8 14
4 Cvclopentane. (2-methvl-1-propen... 124 C9H16 053366-57-7 14
5 3-Hexadecyne 222 C16H30 061886-62-2 14
Abundance Scan 2722 (17.698 min): BF097638.D (-2719) (-) m/z 55.00 100.00%
5000
17,40 17.60 17.80 18.00
0 m/z 67.05 52.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28152: 2H-Quinolizin-3-ol, octahydro-
83.0 154.0
97.0
5000 55.0 R AR U B S
126.0 17.40 17.60 17.80 18.00
m/z 41.00 46.90%
69.0 112.0 ‘
0 w""|"JJ|'W'|M“'lh'ﬁﬁ'lh'lh"'ll"'w""l
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
67.0
41.0 17.40 17.60 17.80 18.00
5000 810950 m/z 83.00 42 .26%
27.0 110.0
o 124.0 151.0165.0  191.0
miz-> 20 40 60 80 100 120 140 160 180
Abundance #35130: 3-Dodecyne R R e R
67.0 17.40 17.60 17.80 18.00
m/z 81.05 37.83%
41.0
5000 81.0
95.0
27.0
110.0
0 e .‘ﬁ“llu“...“‘i‘. ...|..F..|..]:3.7.'0....1|6flluouuluuuul I
m/z--> 20 40 60 80 100 120 140 160 180 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 19 1-Hexanamine, 2-ethyl-N,N-d... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.62 4.36 ng 115513 Perylene-di12 20.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanamine. 2-ethvl-N.N-dimethvl- 157 C10H23N 028056-87-3 80
2 2-Butanone. 4-(dimethvlamino)-3-... 129 C7H15NO 022104-62-7 64
3 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 64
4 1-Dodecanamine. N.N-dimethvl- 213 C14H31N 000112-18-5 64
5 3-Hexanamine, 3-ethyl- 129 C8H19N 056667-17-5 64

Abundance Scan 3049 (19.621 min): BF097638.D (-3044) (-) m/z 58.00 100.00%

54.0
5000

19.40 19.60 19.80 20.00

84.0 107.1129.0 157.1179.0 207.0 267.0

L L m/z 41.05 8.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29193: 1-Hexanamine, 2-ethyl-N,N-dimethyl-
58.0
5000 LA B L L L L L LB

19.40 19.60 19.80 20.00
m/z 72.10 7.22%

o 80 | 840 129.0 1570
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
58.0
e e
19.40 19.60 19.80 20.00
5000 m/z 59.10 6.01%
ol 300 84.0 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29177: N,N-Dimethyloctylamine
58.0 19.40 19.60 19.80 20.00
m/z 55.05 5.48%
5000
ol 2%, | 810 1140 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 40 19 60 19. 80 20. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097638.D

Aca On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 20 Heptadecane, 2,6,10,15-tetr... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
20.22 2.48 ng 65644 Perylene-di12 20.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72

2 Heptacosane 380 C27H56 000593-49-7 64
3 3.3-Diethvlheptadecane 296 C21H44 1000360-41-6 59
4 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 59
5 Triacontane 422 C30H62 000638-68-6 59
Abundance Scan 3151 (20.221 min): BF097638.D (-3146) (-) m/z 57.05 100.00%
57.0
5000
Lot ' 20.00 20,20 20.40 20.60
0 gt m/z 71.05 56.73%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 850 LA B L L L L L LB
20.00 20.20 20.40 20.60
m/z 43.05 41.89%
ol h M‘h“ﬂ{?0}4%0 183.0211.0239.0267.0296.0
I T e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
' 20.00 20,20 20.40 20.60
5000 m/z 85.10 41.50%
85.0
0 290 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #141434: 3,3-Diethylheptadecane S RREE S
57.0 20.00 20.20 20.40 20.60
m/z 69.10 16.64%
5000 99.0
267.0
A 1 | erossossonz
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
Data File : BF097638.D

Acq On : 12 Aug 2017 17:03

Operator : SJ/JU

Sample : 14699-01 50X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117 .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]
Decane, 3,6-dimet... 10.61 2.7 ng 129094 2 9.53 955609 20.0
Tridecane 11.53 4.0 ng 187156 3 12.35 925428 20.0
Hexadecane 13.20 3.6 ng 166463 3 12.35 925428 20.0
Eicosane 13.97 5.7 ng 237987 4 14.74 841452 20.0
Heptadecane 15.37 3.5 ng 147164 4 14.74 841452 20.0
Hexadecanoic acid... 15.53 34.9 ng 1466690 4 14.74 841452 20.0
Tetradecane 15.98 2.9 ng 120069 4 14.74 841452 20.0
9,12-Octadecadien... 16.50 88.0 ng 3700480 4 14.74 841452 20.0
12-Octadecenoic a... 16.54 75.6 ng 3180380 4 14.74 841452 20.0
E-1,9-Tetradecadiene 16.56 6.7 ng 281469 4 14.74 841452 20.0
Methyl stearate 16.66 19.0 ng 626124 5 18.44 660413 20.0
9,12-Octadecadien... 16.97 4.0 ng 131401 5 18.44 660413 20.0
Heptacosane 17.03 2.1 ng 71087 5 18.44 660413 20.0
Cis-4-methyl-exo-... 17.39 2.9 ng 94346 5 18.44 660413 20.0
unknownl7.51 17.51 5.3 ng 173263 5 18.44 660413 20.0
Tridecanoic acid,... 17.63 2.0 ng 67068 5 18.44 660413 20.0
unknownl7 .64 17.64 2.6 ng 85708 5 18.44 660413 20.0
unknownl17.70 17.70 2.2 ng 73589 5 18.44 660413 20.0
1-Hexanamine, 2-e... 19.62 4.4 ng 115513 6 20.11 529587 20.0
Heptadecane, 2,6,... 20.22 2.5 ng 65644 6 20.11 529587 20.0
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