LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On : 17 Aug 2017 17:37 Instrument :
Operator : SJ/JU BNA_F

Sample 1 14799-01 5X ClientSampleld :
Misc - AU-05-081417-A
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-BF081517.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 _.957 484 488 493 rVB 240227 228332 2.29% 0.599%
2 5.369 554 558 562 rBV 754085 639237 6.42% 1.676%
3 6.393 728 732 735 rBVY 1033985 809696 8.13% 2.123%
4 6.534 752 756 760 rBV 930289 771742 7.75% 2.024%
5 6.775 793 797 800 rBVY 1026492 889982 8.93% 2.334%
6 6.928 819 823 826 rVB 885602 706107 7.09% 1.852%
7 7.328 887 891 895 rBV 647478 558167 5.60% 1.464%
8 8.057 1010 1015 1018 rBV 1389265 1167934 11.72% 3.063%
9 9.134 1193 1198 1201 rBVY 1167556 1032029 10.36% 2.706%
10 9.528 1261 1265 1269 rBV 132052 138489 1.39% 0.363%

11 9.810 1307 1313 1317 rBV 1370472 1194174 11.98% 3.132%
12 10.592 1442 1446 1450 rVB 364768 318244 3.19% 0.835%
13 10.722 1465 1468 1476 rVB2 126478 175320 1.76% 0.460%
14 11.292 1561 1565 1568 rBV 1217335 1018084 10.22% 2.670%
15 11.698 1630 1634 1637 rBV 4558481 4117045 41.32% 10.796%

16 12.004 1678 1686 1692 rBv4 82463 139795 1.40% 0.367%
17 12.392 1745 1752 1754 rBV 6183171 9963986 100.00% 26.129%
18 12.416 1754 1756 1761 rVvVv2 6259730 6451992 64.75% 16.920%
19 12.492 1765 1769 1772 rVB 2475301 2180573 21.88% 5.718%
20 12.874 1830 1834 1838 rBV 770957 712165 7.15% 1.868%

21 13.063 1860 1866 1872 rBV7 85056 199245 2.00% 0.522%
22 13.133 1872 1878 1881 rVB4 143645 215224 2.16% 0.564%
23 13.210 1887 1891 1892 rBV 220770 203197 2.04% 0.533%
24 13.227 1892 1894 1899 rVvVv 399387 446329 4.48% 1.170%
25 13.269 1899 1901 1907 rVB2 325953 381538 3.83% 1.001%

26 13.416 1923 1926 1930 rVB 456509 434249 4_36% 1.139%
27 13.633 1959 1963 1967 rBV2 179646 248610 2.50% 0.652%
28 13.786 1986 1989 1997 rVB2 80106 114976 1.15% 0.302%
29 13.880 2002 2005 2008 rVB 215413 173620 1.74% 0.455%
30 13.921 2008 2012 2016 rBV 880155 830413 8.33% 2.178%

31 14.498 2107 2110 2115 rBV2 98378 122075 1.23% 0.320%
32 14.710 2144 2146 2152 rBV 93688 110618 1.11% 0.290%
33 15.039 2199 2202 2207 rVB 111764 128785 1.29% 0.338%
34 15.351 2251 2255 2260 rVvV 622578 737251 7.40% 1.933%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On : 17 Aug 2017 17:37

Operator : SJ/JU

a?ggle ; 14799-01 5X AU-05.081417-A
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-BF081517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.404 2262 2264 2268 rVB 89308 103311 1.04% 0.271%
36 15.827 2333 2336 2340 rBV 90623 113599 1.14% 0.298%

37 16.039 2369 2372 2380 rVB3 96636 178868 1.80% 0.469%
38 16.457 2440 2443 2455 rVB5 83687 178236 1.79% 0.467%

Sum of corrected areas: 38133237
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF081717\

BF097791.D

17 Aug 2017 17:37

SJ/JuU

14799-01 5X

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

AU-05-081417-A

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF097791.D

5.37

A

4.96

6.3%.53 6.7% g3

7.33

0
Time-->

5.00

5.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

8.06

TIC: BF097791.D

11.70

9.13 11.29

10.59

9.53 110.72

S
L

2.49

12.87

12.00

|

13

.42
13.€

Ot
Time-->

N
T T L

10.50 11.00

11.50

9.00

9.50 10.00

12.00

T
12.50

13.00

13.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

131

0

13.

TIC: BF097791.D

92 15.35

8

14.5014.71 15.04 40

15.8316.04

16.46

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:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On - 17 Aug 2017 17:37

Operator : SJ/JU

a?ggle ; 14799-01 5X AU-05.081417-A
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 12

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

4.96 5.13 ng 228332 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
3 Acetone 58 C3H60 000067-64-1 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 488 (4.957 min): BF097791.D (-484) (-) m/z 42.95 100.00%
43.0
5000 590
101.0 R L R L
| 83.0 460 4.80 5.00 5.20
oSO 1 PRSBERSSNT  MMESESEMMMScOERPE M m/z 59.00 51.01%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L R L
460 4.80 5.00 5.20
59.0 m/z 101.00 20.12%
0 20 || g0 830 gp0™0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
31.0 G L R L
460 4.80 5.00 5.20
5000 41.0 m/z 58.00 17.62%
73.0
0 15.0 50.0 87.0 102.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone L LI LN L B B
43.0 460 4.80 5.00 5.20
m/z 41.00 8.98%
5000
15.0
58.0
27.0
0"'%Q'W“L'I”HH"”Th"P'”I”"P'”I”"P'”I'”'P
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On - 17 Aug 2017 17:37

Operator : SJ/JU

a?ggle ; 14799-01 5X AU-05.081417-A
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.53 Concentration Rank 5

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

6.53 17.34 ng 771742 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 755 (6.528 min): BF097791.D (-752) (-) m/z 132.00 100.00%
132.0
68.0
5000

6.20 6.40 6.60 6.80

01 m/z 68.00 55.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 LA L L L L LB L L BB |
6.20 6.40 6.60 6.80
a0 5.0 m/z 66.00  36.08%
0 ‘ 1 ‘ N !
R B AN B o s e s s a e s R a e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
e e
6.20 6.40 6.60 6.80
5000 m/z 134.00 32.81%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #2801: 2-Cyclohexen-1-one e

68.0 6.20 6.40 6.60 6.80
m/z 69.10 23.27%

5000
96.0
40.0
P N T

O M NN, M b e

m/z--> 10 20 30 40 50 60 70 80 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:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On - 17 Aug 2017 17:37

Operator : SJ/JU

a?ggle ; 14799-01 5X AU-05.081417-A
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Tridecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.72 3.44 ng 175320 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 1468 (10.722 min): BF097791.D (-1465) (-) m/z 57.05 100.00%
57.0
5000
O m/z 71.10 73.54%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #48833: Tridecane
57.0
5000 R DR T B SRR
29.0 85.0 1040 1060 10.80 11.00
m/z 43.05 68.16%
miz--> "'z'o"'!4'0""6'0""s'o"'1'66"1'2'6"iAé"iéé"iéé"éoé"ééé"éic}'
Abundance
57.0
10,40 10.60 10.80 11.00
0
5000 85.0 m/z 85.05 51.50%
29.0
0 113.0 1410 169.0 1970 226.0
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 250 250
Abundance #94346: Heptadecane L L LB L N N BN |
57.0 10.40 10.60 10.80 11.00
m/z 41.00 30.88%
85.0
5000
29.0
0 L PO 1410 1690 197.0 240.0
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 250 250 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On - 17 Aug 2017 17:37

Operator : SJ/JU

a?ggle ; 14799-01 5X AU-05.081417-A
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 5 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.70 80.88 ng 4117050 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 96
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
Abundance Scan 1634 (11.698 min): BF097791.D (-1630) (-) m/z 74.05 100.00%
74.0
5000
43.0
] 1979 1 01852050772 zrpa | 1040 1160 110 1200
Obrrrprrrr e e b b A2LE L 1882 2052 e | m/z 87.05  72.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methy! ester
74.0
5000 L B UL BN SULE
43.0 11/40 11.60 11.80 12.00
143.0 2970 270.0 m/z 43.05 27 .14%
o150, L Ll 7D ae | aest®0 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
11.40 11.60 11.80 12.00
5000 43.0 m/z 55.05 21.38%
. 97.0 1180 *30 1850 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate N AR
74.0 11.40 11.60 11.80 12.00
m/z 41.05 19.74%
5000
43.0
Lo L) oo 430 476 1990 220
s 30 6 B0 e 1% Tho ik 10 358 B0 ok oo 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On - 17 Aug 2017 17:37

Operator : SJ/JU

a?ggle ; 14799-01 5X AU-05.081417-A
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9,15-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.39 195.74 ng 9963990 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.15-Octadecadienoic acid. methy... 294 C19H3402 017309-05-6 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 98
3 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 97
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 97
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 96

Abundance Scan 1752 (12.392 min): BF097791.D (-1745) (-) m/z 67.05 100.00%

67.0

5000

1231 1501 12.00 12.20 12.40 12.60 12.80
- 1782 220.2 263.3 294.3 : : : : :

o 199.2 m/z 81.05 89.31%

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-

4.0 670

5000 95.0 L e
12.00 12.20 12.40 12.60 12.80

m/z 95.05 61.46%

123.0 150 0 294.0
ol Ao 780 2200 2830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0 67.0
R RAmms s S S
12.00 12.20 12.40 12.60 12.80
5000 95.0 m/z 55.05 55.39%
. 123.0 1490 179 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139715: 11,14-Octadecadienoic acid, methyl ester REAREEEEEEE RS L
12.00 12.20 12.40 12.60 12.80
m/z 82.05 45 _.70%
5000

294.0

150.0 178.0 263.0

220.0

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12. 40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On - 17 Aug 2017 17:37

Operator : SJ/JU

a?ggle ; 14799-01 5X AU-05.081417-A
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.42 126.75 ng 6451990 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 98
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 98
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 98
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 97

Abundance Scan 1757 (12.422 min): BF097791.D (-1754) (-) m/z 79.10 100.00%

5000

12.20 12.40 12.60 12.80
m/z 93.10 53.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester

5000 LI B N O B B B B A e |
12.20 12.40 12.60 12.80
29.0 264.0 m/z 80.10 35.01%
" 138.0 180.0 222.0 206.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
NN 5 S —
12.20 12.40 12.60 12.80
5000 630 m/z 264.30 33.87%
29.0 264.0
110 o0 1800 2220 286.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester N R

12.20 12.40 12.60 12.80
m/z 108.10 30.23%

5000

180.0 222.0 264.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On - 17 Aug 2017 17:37

Operator : SJ/JU

a?ggle ; 14799-01 5X AU-05.081417-A
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.49 42 .84 ng 2180570 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
Abundance Scan 1769 (12.492 min): BF097791.D (-1765) (-) m/z 74.00 100.00%
74.0
5000
43.0
or1 41 109.2 255.3 12.20 12.40 12,60 12.80
0 ...,....,l...|:|',..l'..,'.!..l,'..~..,..'..,|....1.7.?.1.... 222 L 283 hz 87.00  73.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74.0
5000 43.0 LRI IS UL LN S
12.20 12.40 12.60 12.80
143.0 m/z 43.05 29.42%
olt M‘ 1710 1990 227 2550 2p0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
%0 1240 1260 1780
5000 43.0 m/z 55.05 21.69%
. 970 30 4e50 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131317: Hexadecanoic acid, 15-methyl-, methyl ester R mm e R mE
74.0 12.20 12.40 12.60 12.80
m/z 75.00 19.67%
5000 43.0
o L 1] 970 1200180 1710 1990 2410 2850
m/z--> 25 45 60 éo 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF081517.M Fri Aug 18 17:47:57 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097791.D

Aca On 17 Aug 2017 17:37

Operator : SJ/JU

Sample : 14799-01 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Methyl 5,9,12-octadecatrien... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.06 4.80 ng 199245 Chrysene-d12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 5.9.12-octadecatrienoate 292 C19H3202 1000336-37-5 83
2 1.4.9- Decatrlene (Y- 136 C10H16 1000155-93-2 55
3 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 50
4 Tricvclol8.6.0. 0(2 9N Thexadeca-3... 216 C16H24 1000150-40-1 49
5 Cyclooctene, 3-ethenyl- 136 C10H16 002213-60-7 45

Abundance Scan 1866 (13.063 min): BF097791.D (-1860) (-) m/z 67.00 100.00%

5000

12.80 13.00 13.20 13.40
m/z 79.00 93.47%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138061: Methyl 5,9,12-octadecatrienoate

5000 R R e
12. 80 13. 00 13. 20 13.40
m/z 55.00 87 .58%
0 292.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
41.0 R S R R e e SR
12.80 13.00 13.20 13.40
5000 93.0 m/z 81.05 80.06%
121.0

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

Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... B B B B
.0 12.80 13.00 13.20 13.40

m/z 41.00 78.58%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 80 13. 00 13. 20 13.40

8270-BF081517.M Fri Aug 18 17:47:58 2017

AU-05-081417-A

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On - 17 Aug 2017 17:37

Operator : SJ/JU

a?ggle ; 14799-01 5X AU-05.081417-A
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.13 5.18 ng 215224 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 81
2 Methvl 13-eicosenoate 324 C21H4002 1000336-48-4 68
3 3-Cvclohexen-1-o0l. 3-methvl- 112 C7H120 053783-91-8 46
4 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 46
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 43
Abundance Scan 1877 (13.127 min): BF097791.D (-1872) (-) m/z 55.10 100.00%
55.1

83.0

5000
250.2 292.2 12.80 13.00 13.20 13.40
(o} m/z 57.05 77.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
55.0

5000 TT [T T T T [T T I T[T T T T [TTTT]
12. 80 13. 00 13 20 13.40
m/z 69.10 77.34%
. 180.0 222.0 264.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0
R AR Bama m
12.80 13.00 13.20 13.40
5000 83.0 m/z 43.00 76.67%
’ 292.0
11.0
138.0 166.0 208.0 250.0 324.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #6579: 3-Cyclohexen-1-ol, 3-methyl- R a R mamEE L
97.0 12.80 13.00 13.20 13.40
m/z 41.10 63.72%
5000
41.0 69.0 ‘
0 ...‘,“..‘H,.‘k‘.."..‘.“.‘,..‘l.,.... N — N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 80 13. 00 13 20 13. 40

8270-BF081517.M Fri Aug 18 17:47:58 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On - 17 Aug 2017 17:37

Operator : SJ/JU

a?ggle ; 14799-01 5X AU-05.081417-A
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Eicosanoic acid, methyl ester Concentration Rank 13

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

13.21 4.89 ng 203197 Chrysene-di12 13.92

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 95
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 94
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
4 Methyl stearate 298 C19H3802 000112-61-8 87
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86

Abundance Scan 1891 (13.210 min): BF097791.D (-1887) (-) m/z 74.00 100.00%

5000
43.1

12.80 13.00 13.20 13.40 13.60

169.0 199.1 227.2 o551 283.3

326.3

0 m/z 86.95 76.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166218: Eicosanoic acid, methyl ester
74.0
43.0
5000
12.80 13.00 13.20 13.40 13.60
143.0 326.0 m/z 43.10 32.95%
0 15\.0\\‘ Jl u‘ ‘\ \10\% 0 | ‘ 171.0 199 0 227 0255.0 283 0 |
SN 1) PR i oMY SR W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
R B R ARama
12.80 13.00 13.20 13.40 13.60
5000 m/z 55.00 25.04%
43.0
143.0 284.0
101.0 185.0 513 o 2410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143185: Heptadecanoic acid, 16-methyl-, methy! ester A B o
74.0 12.80 13.00 13.20 13.40 13.60
m/z 75.00 23.00%
5000
43.0
143.0 298.0
180 | | |90 T 17101990 5970 2559
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40 13.60

8270-BF081517.M Fri Aug 18 17:47:59 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On - 17 Aug 2017 17:37

Operator : SJ/JU

a?ggle ; 14799-01 5X AU-05.081417-A
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 1,6-Cyclodecadiene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.23 10.75 ng 446329 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Cvclodecadiene 136 C10H16 007049-13-0 64
2 1.5-Cvclodecadiene. (E.Z)- 136 C10H16 001124-78-3 64
3 1.5.9.13-Tetradecatetraene 190 C14H22 051487-38-8 38
4 1.E-8.Z-10-Tridecatriene 178 C13H22 080625-30-5 38
5 Cyclohexanol, 1-(1,2-propadienyl)- 138 C9H140 034761-56-3 30
Abundance Scan 1894 (13.227 min): BF097791.D (-1892) (-) m/z 99.05 100.00%
99.0
67.0
5000
41.1
136.1
178.2 207.1 5394 2922 13.00 13.20 13.40 13.60
o ' m/z 81.10 69.10%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15713: 1,6-Cyclodecadiene
67.0
41.0
5000 95.0 R BRI U BN B
136.0 13.00 13.20 13.40 13.60
m/z 67.00 60.48%
0‘
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
410 670
13,00 13.20 13.40 13.60
5000 9.0 m/z 79.05 57.40%
136.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53157: 1,5,9,13-Tetradecatetraene e e R B ma
67.0 13.00 13.20 13.40 13.60
410 m/z 55.00 44 .49%
' 95.0
5000
0 161.0 190.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 "' 13.00 13.20 13.40 13.60

8270-BF081517.M Fri Aug 18 17:48:00 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On - 17 Aug 2017 17:37

Operator : SJ/JU

a?ggle ; 14799-01 5X AU-05.081417-A
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknownl3.27 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.27 9.19 ng 381538 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Dodecvne 166 C12H22 006975-99-1 30
2 9.12-Tetradecadien-1-ol. (Z.E)- 210 C14H260 051937-00-9 30
3 Cvclohexane. (l-ethvilpropvl)- 154 C11H22 026321-98-2 25
4 4-Fluoro-3-nitrotoluene 155 C7H6FNO2 000446-11-7 25
5 3-Tridecene 180 C13H24 060186-78-9 22
Abundance Scan 1901 (13.269 min): BF097791.D (-1899) (-) m/z 55.05 100.00%
.0] 83.1
155.1
5000
185.1 UL BN SUCN BRI B
207.1 2922 13.00 13.20 13.40 13.60
o 232.1254.0 m/z 67.00 98.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35141: 6-Dodecyne
67.0
95.0
5000 41.0 SRS SUNRIA BN B
13.00 13.20 13.40 13.60
m/z 83.10 86.12%
ol14.0 137.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
68.0
|13.00 13.20 13.40 13.60
5000 41.0 95.0 m/z 155.05 76.39%
121.0
0L, 19.0 149.0 179.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27080: Cyclohexane, (1-ethylpropyl)-
55.0 83.0 13.00 13.20 13.40 13.60
m/z 81.10 74 .80%
5000 125.0
290 154.0
0 e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1350 1350 13%0 13%0

8270-BF081517.M Fri Aug 18 17:48:00 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097791.D

Aca On 17 Aug 2017 17:37

Operator : SJ/JU

Sample : 14799-01 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Bicyclo[10.1.0]tridec-1-ene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.42 10.46 ng 434249 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.1.01tridec-1-ene 178 C13H22 054766-91-5 70
2 E.E.Z-1.3.12-Nonadecatriene-5.14. .. 294 C19H3402 1000131-11-4 62
3 6-Nonenal. 3.7-dimethvl- 168 C11H200 1000132-43-9 52
4 1.5.9.13-Tetradecatetraene 190 C14H22 051487-38-8 35
5 9,12,15-0Octadecatrienoic acid, m... 292 C19H3202 000301-00-8 35
Abundance Scan 1927 (13.421 min): BF097791.D (-1923) (-) m/z 99.10 100.00%
99.1
55.0
5000
1211 1531 1795 207.2 236.1 5611 292.3 13.20 13.40 13.60 13.80
O el ' m/z 55.00 61.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #44125: Bicyclo[10.1.0]tridec-1-ene
41,
5000 RS N BN SN U
13.20 13.40 13.60 13.80
m/z 83.00 53.15%
149.0 4759
of :
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 95.0
1320 13.40 1360 13.80
5000 m/z 67.00 52.86%
121.0
1490 1270 2100 237.0 2620 2940
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36639: 6-Nonenal, 3,7-dimethyl- R Ems maEa S
13.20 13.40 13.60 13.80
m/z 71.10 52.02%
5000
0 L R e

! I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80

8270-BF081517.M Fri Aug 18 17:48:01 2017

AU-05-081417-A

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On - 17 Aug 2017 17:37

Operator : SJ/JU

a?ggle ; 14799-01 5X AU-05.081417-A
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Phosphinic acid, diisopropy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.63 5.99 ng 248610 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphinic acid. diisopropvl-. m_... 288 C16H3302P 1000153-39-6 52
2 Naphthalene. decahvdro-1.1-dimet... 166 C12H22 035431-04-0 49
3 Naphthalene. decahvdro-1.6-dimet... 166 C12H22 001750-51-2 38
4 Tricvclol4.3.1.1(3.8)lundecan-3-o0l 166 C11H180 014504-80-4 30
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 30
Abundance Scan 1962 (13.627 min): BF097791.D (-1959) (-) m/z 81.00 100.00%
81.0
5000 550 151.1
237.2
109.1 o
771 5071 277.2 308.2 13.40 13.60 13.80 14.00
o} : m/z 95.00 100.00%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #134406: Phosphinic acid, diisopropyl-, menthy! ester
151.0
5000 LB UL SULIILN B B
95.0 1340 13.60 13.80 14.00
m/z 55.00 49.98%
0,270 67.0 | | ‘12?0h ‘ 2070 2450
miz-> 20 40 60 éo 160 120 140 160 180 200 220 240 260 280 300
Abundance
81.0 151.0
41.0 ' 13.40 13.60 13.80 14.00
5000 m/z 151.10 47 .59%
109.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35198: Naphthalene, decahydro-1,6-dimethyl- L HL S S e
95.0 13.40 13.60 13.80 14.00
m/z 67.00 38.31%
5000
55.0 166.0
29.0 ‘ ‘ { ‘123 0
0 ,H,,H,,,\,, S ——
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1340 13.60 13.80 14.00

8270-BF081517.M Fri Aug 18 17:48:01 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On - 17 Aug 2017 17:37

Operator : SJ/JU

a?ggle ; 14799-01 5X AU-05.081417-A
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Hexacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.71 3.00 ng 110618 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86

Abundance Scan 2146 (14.710 min): BF097791.D (-2144) (-) m/z 57.10 100.00%

5000

14.40 14.60 14.80 15.00
m/z 71.10 74.48%

1
o 169.1 236.1288.2 355.1 451.3

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0

5000 R R
14.40 14.60 14.80 15.00

m/z 43.10 58.93%

13
Lhﬂ d“1690 225.0 295.0 367.0

o H A A A e P P e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R AR B AR
14.40 14.60 14.80 15.00
5000 m/z 85.10 54 .44%
113.0 160.0
ol A 727 2250 261.0 357.0 393.0 449.0 505.0 5620 £17.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #38349: Decane, 3,8-dimethyl- A REEREEaSS
57.0 14.40 14.60 14.80 15.00
m/z 55.10 21.85%
5000
113.0
o || J170.0
o R B B B e B R R A R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14. 40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097791.D

Aca On - 17 Aug 2017 17:37

Operator : SJ/JU

a?ggle ; 14799-01 5X AU-05.081417-A
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.04 3.49 ng 128785 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Docosane 310 C22H46 000629-97-0 86
3 Tridecane. 3-methvl- 198 C14H30 006418-41-3 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 Hexadecane, 1-chloro- 260 C16H33ClI 004860-03-1 80
Abundance Scan 2202 (15.039 min): BF097791.D (-2199) (-) m/z 57.05 100.00%
57.0
85.1
5000

113.1 14.80 15.00 15.20 15.40
155.2  196.0 224.1248.2 295.2
---|----||'---||-I|I-|-|--¢Lﬂ4%‘mﬁﬁv&mﬂﬁwm m/z 71.10 73.27%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 LIRS
14.80 15.00 15.20 15.40
m/z 85.10 56.23%
29 0 113.0
. 1410 169.0 197.0 2250 2530 2960
”qnupuquupuqnnpu.””.”.””.”.””.”.””P”q””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R N RARE R RS e
14.80 15.00 15.20 15.40
5000 85.0 m/z 43.10 48.83%
29.0

113.0 141.0 169.0 197.0 225.0 253.0 281.0 310.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59890: Tridecane, 3-methyl- b RRREE EE s
57.0 14.80 15.00 15.20 15.40
m/z 41.00 20.85%
5000
29.0
85.0
ol “ . \ 11301400 16901980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15. 00 15. 20 15. 40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF081717\
BF097791.D

17 Aug 2017 17:37

SJ/JU

14799-01 5X

AU-05-081417-A

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 18 Heptacosane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
15.83 3.08 ng 113599 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Heptacosane 380 C27H56 000593-49-7 72
3 Octadecane 254 C18H38 000593-45-3 64
4 Hexacosane 366 C26H54 000630-01-3 55
5 Tetratetracontane 619 C44H90 007098-22-8 46

Abundance Scan 2336 (15.827 min): BF097791.D (-2333) (-) m/z 57.05 100.00%
57.0
5000
1411 197.1 231.1 263.1 295.2 366.2 15.60 15.80 16.00 16.20
B B 283 m/z 71.10 96.15%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LRI B SULRLL UL B
15 60 15. 80 16. oo 16 20
99.0 m/z 85.10 67.28%
m/z--> 50 100 150 200 2éo 360 3éo
Abundance
57.0
"' 15:60 15.80 16.00 16.20
5000 m/z 43.10 59.67%
99.0
27.0 141.0 183. 0 225.0 267.0 323.0 380.0
m/z--> 55 160 1éo 200 2éo 300 3éo
Abundance #105885: Octadecane R o o o ot eME
57.0 15.60 15.80 16.00 16.20
m/z 99.05 26.03%
5000
oL 20 | | | ) 1410 1830 20502540
m/z--> % 1& 1% 2m 2% 3& 3% 1%mmmmmwo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097791.D

Aca On 17 Aug 2017 17:37

Operator : SJ/JU

Sample : 14799-01 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknownl6.04 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.04 4.85 ng 178868 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amiphenazole 191 C9HON3S 000490-55-1 43
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 43
3 5.5-Dimethvl-2-(2.2.2-trifluoro-... 249 C8HI9F6NO 020967-43-5 38
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 35
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 35
Abundance Scan 2372 (16.039 min): BF097791.D (-2369) (-) m/z 191.20 100.00%
194.2
5000 95.1
55.1
37.1 AU SR AL U B
0! LL"“W‘"”‘V“V‘“"L’_"’—VJ‘VLJT‘LV_V_"_V_'_V_V_VJ_V_'_Y m/Z 95-10 46-70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54042: Amiphenazole
191.0
5000 1210 LIRS
15.80 16.00 16.20 16.40
430 770 m/z 81.00 42 .85%
0...‘ME‘“.“L.‘.‘l“.“.“..:h\is?“.(.)‘..‘l.... —— ———t T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
'~ 15:80 16.00 16,20 16.40
5000 430 m/z 69.10 35.98%
123.0
91.0
o 161.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #101641: 5,5-Dimethyl-2-(2,2,2-trifluoro- 1-trifluoromethyl... b RREmE EE e
191.0 15.80 16.00 16.20 16.40
m/z 55.10 33.20%
5000
28.0 570 122.0 249.0
r——— e R
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097791.D

Aca On 17 Aug 2017 17:37

Operator : SJ/JU

Sample : 14799-01 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknownl6.46 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.46 4.84 ng 178236 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-i1so-Methvl ionone 206 C14H220 1000285-40-2 43
2 2-Phenvlamino-5.6(4H)dihvdro-1.3... 192 C10H12N2S 1000147-35-4 35
3 2-Fluoro-6-trifluoromethvlbenzoi... 290 C14H14F402 1000357-69-3 22
4 Protriptvline. N-acetvl- 305 C21H23NO 023047-28-1 22
5 2-Fluoro-3-trifluoromethylbenzoi... 404 C22H32F402 1000338-52-0 14
Abundance Scan 2444 (16.462 min): BF097791.D (-2440) (-) m/z 191.10 100.00%
194.1
95.1
5000
57.0 136.1 AR AR A
2401 297.1 397.4 16.20 16.40 16.60 16.80
0 m/z 95.10 53.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000{28.0 L UL B SULLN I
16,20 16.40 16.60 16.80
950 1350 m/z 81.10 46.47%
0...|....|....|....... —— ———T ——
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
16.20 16.40 16.60 16.80
5000 m/z 69.10 30.89%
.0 136.0
106.0
r
m/z--> 50 100 150 200 250 300 350 400
Abundance #135803: 2-Fluoro-6-trifluoromethylbenzoic acid, cyclohexy... R REEEEmEm e
191.0 16.20 16.40 16.60 16.80
m/z 83.10 27 .41%
5000 82.0
o 410,‘ 11301430 | | 271.0
m/z--> 50 100 150 200 250 300 350 400 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081717\

Data File : BF097791.D

Acqg On : 17 Aug 2017 17:37 Instrument :
Operator : SJ/JU BNA_F

Sample 1 14799-01 5X ClientSampleld :
Misc - AU-05-081417-A
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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_.96 5.1 ng 228332 1 6.77 889982 20.0
unknown6 .53 6.53 17.3 ng 771742 1 6.77 889982 20.0
Tridecane 10.72 3.4 ng 175320 4 11.29 1018080 20.0
Hexadecanoic acid... 11.70 80.9 ng 4117050 4 11.29 1018080 20.0
9,15-Octadecadien... 12.39 195.7 ng 9963990 4 11.29 1018080 20.0
16-Octadecenoic a... 12.42 126.8 ng 6451990 4 11.29 1018080 20.0
Methyl stearate 12.49 42.8 ng 2180570 4 11.29 1018080 20.0
Methyl 5,9,12-oct... 13.06 4.8 ng 199245 5 13.92 830413 20.0
9-Octadecenoic ac... 13.13 5.2 ng 215224 5 13.92 830413 20.0
Eicosanoic acid, ... 13.21 4.9 ng 203197 5 13.92 830413 20.0
1,6-Cyclodecadiene 13.23 10.8 ng 446329 5 13.92 830413 20.0
unknownl13.27 13.27 9.2 ng 381538 5 13.92 830413 20.0
Bicyclo[10.1.0]tr... 13.42 10.5 ng 434249 5 13.92 830413 20.0
Phosphinic acid, ... 13.63 6.0 ng 248610 5 13.92 830413 20.0
Hexacosane 14.71 3.0 ng 110618 6 15.35 737251 20.0
Heneicosane 15.04 3.5 ng 128785 6 15.35 737251 20.0
Heptacosane 15.83 3.1 ng 113599 6 15.35 737251 20.0
unknownl16 .04 16.04 4.8 ng 178868 6 15.35 737251 20.0
unknownl16 .46 16.46 4.8 ng 178236 6 15.35 737251 20.0
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