LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\

Data File : BF098555.D

Aca On : 15 Sep 2017 4:00 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22Ie : 15216-04 10X e

ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF091117.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 5.251 535 538 554 rBV 202718 277322 7.20% 1.589%
2 6.298 713 716 731 rBV 204376 286567 7.44% 1.642%
3 6.422 734 737 745 rVB 325173 296957 7.71% 1.701%
4 6.645 772 775 784 rBV 909152 773689 20.10% 4._.432%
5 6.804 798 802 808 rBV 235522 219429 5.70% 1.257%
6 7.216 869 872 881 rVB 156956 155758 4 .05% 0.892%
7 7.933 990 994 997 rBV 1124102 953018 24.76% 5.459%
8 9.004 1173 1176 1180 rBV 375932 287794 7.48% 1.649%
9 9.092 1185 1191 1194 rBvV2 49448 63376 1.65% 0.363%
10 9.410 1239 1245 1247 rBV 76472 84534 2.20% 0.484%
11 9.616 1278 1280 1284 rBV 75936 72228 1.88% 0.414%
12 9.680 1288 1291 1299 rVB 1098993 926939 24.08% 5.310%
13 9.863 1316 1322 1327 rBV6 25755 72721 1.89% 0.417%
14 9.939 1331 1335 1338 rBV3 49384 60711 1.58% 0.348%
15 10.116 1362 1365 1368 rBvV 127112 93562 2.43% 0.536%
16 10.333 1399 1402 1408 rVB 70782 85333 2.22% 0.489%
17 10.469 1423 1425 1429 rVB 94185 82765 2.15% 0.474%
18 10.586 1442 1445 1453 rVB 164146 223256 5.80% 1.279%
19 10.798 1475 1481 1482 rBV4 22917 44585 1.16% 0.255%

20 11.033 1518 1521 1524 rBV 181988 150233 3.90% 0.861%

21 11.063 1524 1526 1531 rVB 103410 97889 2.54% 0.561%
22 11.163 1539 1543 1549 rBV 902620 761445 19.78% 4.362%
23 11.457 1590 1593 1596 rBV 130096 116801 3.03% 0.669%
24 11.563 1607 1611 1614 rBV 1263443 967533 25.13% 5.542%
25 11.863 1659 1662 1667 rBV 117142 113274 2.94% 0.649%

26 12.245 1723 1727 1729 rBV 3711543 3849766 100.00% 22.053%
27 12.268 1729 1731 1734 rVB 3890573 3161071 82.11% 18.108%
28 12.351 1742 1745 1748 rBV 910666 736716 19.14% 4._.220%

29 12.586 1782 1785 1789 rBV3 56395 65908 1.71% 0.378%
30 12.621 1789 1791 1796 rVB 73950 68281 1.77% 0.391%
31 12.745 1808 1812 1816 rVB 251931 224975 5.84% 1.289%
32 12.857 1829 1831 1834 rVB 65342 50288 1.31% 0.288%
33 12.910 1837 1840 1842 rBV3 58698 58189 1.51% 0.333%
34 12.933 1842 1844 1849 rVB5 56848 90982 2.36% 0.521%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098555.D

Aca On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF091117_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.980 1849 1852 1853 rBV2 70711 61389 1.59% 0.352%
36 13.074 1865 1868 1871 rBV 118915 102013 2.65% 0.584%
37 13.227 1892 1894 1898 rVB5 31604 45034 1.17% 0.258%
38 13.321 1907 1910 1914 rBV 42394 49789 1.29% 0.285%

39 13.739 1978 1981 1986 rBV 130216 134764 3.50% 0.772%
40 13.798 1987 1991 1995 rVV 874941 785912 20.41% 4._.502%
41 15.198 2225 2229 2236 rBVY 570464 704435 18.30% 4._.035%

Sum of corrected areas: 17457231
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098555.D

Aca On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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: BF098555.D
4000000

3000000
2000000

1000000 6.65

5.25 6.3A A 6.80 7.22

R e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF098555.D

4000000 12bba
3000000 v

2000000

11.56

r.93 9.68
12.35

12.74
1 1203880131232
04

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF098555.D

1000000

0.8040.1210.30.19.59 1 o,

4000000
3000000

2000000

13.80 15.20

1000000
B. 114

O T T T T T T T T

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098555.D

Aca On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.42 Concentration Rank 5

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

6.42 7.68 ng 296957 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 737 (6.422 min): BF098555.D (-734) (-) m/z 132.00 100.00%
132.0
5000 68.0 k_
401 540 arg 0 6.00 6.0 6.40 6.60 6.80
01 ; m/z 68.00 40.13%
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
5000 NS SRR SRR
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 34.37%
0"P'“P'”J”J“J'WL“'P”lP'”I”“I”'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 26.97%
33.0 44.0 105.0
. s60 0 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 15.56%
5000
104.0
ol 140 270 300 510 000 770 g90 | 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098555.D

Aca On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.12 2.02 ng 93562 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 80
2 Pentadecane 212 C15H32 000629-62-9 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 72
5 Tetracosane 338 C24H50 000646-31-1 72

Abundance Scan 1366 (10.121 min): BF098555.D (-1362) (-) m/z 57.00 100.00%

57.0
5000

9.80 10.00 10.20 10.40

113.1 140.0161.1 185.0206.3

o m/z 43.05 63.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57.0
5000 LA L L L L L L LB L |
85.0 9.80 10.00 10.20 10.40
29.0 m/z 71.00 53.19%
o ‘ | 1130 141.0 169.0 197.0 225.0 253.0 282.0
'“v“'w“'v“'w“'w“'w“'v”"”"“"”"“"“"“w'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
AR
9.80 10.00 10.20 10.40
5000 m/z 85.05 32.46%
85.0
29.0
o 113.0 141.0 169.0 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane A R R B e
57.0 9.80 10.00 10.20 10.40
m/z 41.05 25.48%
5000
85.0
29.0
o | L |, | ,1130 1410 160.0 197.0 226.0
R i A a2 e e AR RAEa R EEE s S R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 980 10. 00 10. 20 10 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098555.D

Aca On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 6
R.T. EstConc Area Relative to ISTD R.T.
10.59 5.86 ng 223256 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1446 (10.592 min): BF098555.D (-1442) (-) m/z 57.05 100.00%
57.0
5000
85.0

10.20 10.40 10.60 10.80 11.00

A l|‘| 1l 1s.1 140.1 169 1 196 2

o SN S N0 S0 NP R P 2. L — m/z 43.00 62.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane
57.0
5000 LA L L L L L L L L LB
85.0 10,20 10.40 10.60 10.80 11.00
29.0 m/z 71.00 57.00%
R RAARa ma e AR A AAANRAZassasaersE e L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
B E B B et
10.20 10.40 10.60 10.80 11.00
5000 85.0 m/z 85.05 31.64%
130 %0 1820 0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo- BB a B R
57.0 10.20 10.40 10.60 10.80 11.00
m/z 41.05 27.96%
5000 85.0
28.0
183.0
0.”,”.W.H{P.”,”.w%}ﬁﬁ.”,i§§9.””...”...” S, g2 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 20 10. 40 10 60 10 80 11. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098555.D

Aca On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.03 3.95 ng 150233 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexadecane 226 Cl16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 1520 (11.027 min): BF098555.D (-1518) (-) m/z 57.00 100.00%
57.0
5000
85.0
1131 1580 191 10.80 11.00 11.20 11.40
ol L2000 | w/z 43.10 62.87%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LI BUULIL UL UL
85.0 10,80 11,00 11.20 11.40
m/z 71.00 48.41%
0 2900 | || 1130 15501830 22502530 29503230  380.0
m/z--> 50 100 1%0 200 250 300 350
Abundance
57.0
'~ 10.80 11.00 11.20 11.40
0,
5000 85.0 m/z 85.00 33.64%
29.0
o 1130 15501830  240.0
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane Ll B B R
57.0 10.80 11.00 11.20 11.40
m/z 41.00 33.27%
5000
85.0
29.0
0 ‘\‘ | | “ }130 155.0183.0 226.0
rrrT T L UL UL L L R B U B
m/z--> 50 100 150 200 250 300 350 10,80 11,00 11.20 11.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098555.D

Aca On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 10
R.T. EstConc Area Relative to ISTD R.T.
11.46 3.07 ng 116801 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Octacosane 394 C28H58 000630-02-4 86
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
5 Hexadecane 226 C16H34 000544-76-3 59
Abundance Scan 1594 (11.463 min): BF098555.D (-1590) (-) m/z 57.00 100.00%
57.0
5000
99.0 11,20 1140 11.60 11.80
155.1
0...‘,.‘!.‘.'|,.'.-..,...1?50....,.... | m/z 71.00 59.23%
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane
57.0
5000 LI L B SULRLLE L
11.20 11.40 11.60 11.80
m/z 43.00 57 .89%
0 27“0\‘\ ‘\ “\ \‘99\‘ OH \1410 1980
m/z--> 55 100 1%0 260 2%0 300 350 '
Abundance
57.0
11,20 1140 11.60 11.80
5000 m/z 85.05 41.40%
99.0
27.0 1410 1830 225.0 281.0  337.0 394.0
m/z--> 55 160 150 200 250 360 350 '
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester Lo o m B E
57.0 11.20 11.40 11.60 11.80
m/z 41.00 33.64%
5000
210‘ | 11?0
0 .‘.‘ ‘...‘. .‘... ———r ———r ———r ———r —— T e
m/z--> 55 160 150 200 250 300 350 ' 11'20 11. 40 11. 60 11|80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098555.D

Aca On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 tetradecanoate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.56 25.41 ng 967533 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
2 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 91
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1611 (11.563 min): BF098555.D (-1607) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 LN BUNIRA BN B
97.0 185.1 227.2 11.20 11.40 11.60 11.80
0 ...,....,...‘.h,.-... o dzre | 202 L 87.00  72.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate
74.0
5000 LR DRI DAL BN B
43.0 11.20 11.40 11.60 11.80
m/z 43.00 34 .80%
0 ‘ \h@@nwﬁﬂﬂmlwo 242.0
m/z--> ﬁo Jo éo 80 100 120 140 160 180 200 220 210 260 |
Abundance
74.0
1120 1140 11.60 11.80
5000 43.0 m/z 55.00 29.52%
. 97.0 1180 30 1850 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119405: Hexadecanoic acid, methy! ester T T T
74.0 11.20 11.40 11.60 11.80
m/z 41.00 26 .24%
5000 430
015\0\‘ ‘\ M\ \‘ ) 97\\0 121.0 1850 2270 279.0
m/z--> 20 Jo éo 80 100 120 110 160 180 200 220 210 260 11:20 11,40 1160 11.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098555.D

Aca On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Tridecane, l-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.86 2.98 ng 113274 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 91
2 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 1662 (11.863 min): BF098555.D (-1659) (-) m/z 57.00 100.00%

5%.0
5000 85.0

11.60 11.80 12.00 12.20

131 1552 182 2 211 1

Ol el e i e P e m/z 43.00 63.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 .
850 11.60 11.80 12.00 12.20
28.0 183.0 m/z 71.05 56.32%
0.”,ﬂh4h”lpﬂh,”.ﬂ%}ﬁﬁu”,i§?9.”‘”...”...” SN, g2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T T T T
11.60 11.80 12.00 12.20
5000 20.0 m/z 85.05 38.71%
’ 85.0

113.0 155.0 197.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane e R BEaEaEE Sa e L
57.0 11.60 11.80 12.00 12.20
m/z 41.00 26.32%
5000 85.0
29.0
ol Lo 130 141 0 169.0 212 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098555.D

Aca On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.24 101.12 ng 3849770 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methyv... 294 C19H3402 017309-05-6 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 99

Abundance Scan 1726 (12.239 min): BF098555.D (-1723) (-) m/z 67.00 100.00%

67.0

5000 9.0

12.00 12.20 12.40 12.60

123.1
150.1 1781

220.2 263.2 294.2

o} m/z 81.00 79.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

5000 LI B L L L LB LB
12.00 12.20 12.40 12.60
2040 m/z 55.00 69.64%
. 178.0 220.0 263.0 :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
41.0 R L e B
95.0 12.00 12.20 12.40 12.60
5000 m/z 41.00 55.81%
123.0
. 1500 1780 gp30 2630 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R e N R
410 67.0 12.00 12.20 12.40 12.60
m/z 95.00 51.63%
5000 95.0
123.0 150 o 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098555.D

Aca On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 15-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.27 83.03 ng 3161070 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 94
3 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 93
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 91
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
Abundance Scan 1731 (12.268 min): BF098555.D (-1729) (-) m/z 55.00 100.00%
54.0
5000
02 222 242 500150 1240 1760
Obrrrprrr b - m/z 69.00 64.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
5.
5000 IR UL UL I S
12.00 12.20 12.40 12.60
29.0 m/z 74.00 62.61%
0 \‘ “ 180.0 220 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
o 12,00 12.20 12,40 12.60
- m/ 41.05 59.88%
5000 264.0 z 1
29.0 110.0
222.0
138.0  180.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141303: 9-Octadecenoic acid (2)-, methyl ester T T T T T
12,00 12.20 12.40 12.60
m/z 83.05 51.32%
5000 /ALA
o 180.0 2220  264.0 o960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098555.D

Aca On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.35 19.35 ng 736716 Phenanthrene-d10 11.16
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 94
3 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 93
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
Abundance Scan 1745 (12.351 min): BF098555.D (-1742) (-) m/z 73.95 100.00%
74.0
5000 43.0
\ or0 Nt 199.2 255.2 12.00 12.20 12.40 12.60
0 ...,....,....|',..|'..,':-!..,..'..,..'..,....1.7.1..0....' Rer2 L 283 h/z 87.00  75.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 12.00 12.20 12.40 12.60
143.0 -
43.0 1990 2520 m/z 43.00 38.97%
97.0
o?ﬁpn.w.”.,”.,..”,”..P..w.“.{?%P.”....?%19.....”.P.”,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
12.00 12.20 12.40 12,60
5000 43.0 m/z 55.00 31.45%
. 970  M30  4g50 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester T T
74.0 12.00 12.20 12.40 12.60
m/z 41.00 25.39%
5000
28.0
143.0 255.0 298.0
o ‘1% | 20L0 ﬂlol%o 270 |
m/z--> ﬁo 40 eb éo 100 120 140 160 180 200 220 240 260 2éo 360 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098555.D

Aca On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Spiro[4.-4]non-1-ene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.93 2.32 ng 90982 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spirol4.41non-1-ene 122 C9H14 000873-12-1 55
2 Bicvclol3.1.0Thexane. 4-methvlen... 136 C10H16 003387-41-5 38
3 Camphene 136 C10H16 000079-92-5 30
4 _beta.-Phellandrene 136 C10H16 000555-10-2 27
5 (1H)-3a,4,5,6,7,7a-Hexahydroindene 122 C9H14 1000196-59-5 25
Abundance Scan 1843 (12.927 min): BF098555.D (-1842) (-) m/z 93.00 100.00%
69.1
5000 41.0 292.3
1261 1659 202.0224.0 253.0
12.60 12.80 13.00 13.20
o} m/z 81.05 92.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10018: Spiro[4.4]non-1-ene
93.0
5000 ISRV U UGS
12.60 12.80 13.00 13.20
390 o 122.0 m/z 69.10  78.37%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
93.0
12,60 12.80 13.00 13.20
0
5000 410 m/z 79.00 71.21%
69.9 136.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15676: Camphene R AEmEEEE L
93.0 12.60 12.80 13.00 13.20
m/z 79.95 69.10%
121.0

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098555.D

Aca On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Heptadecanoic acid, methyl ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.07 2.60 ng 102013 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 94
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 91
4 Methvl stearate 298 C19H3802 000112-61-8 91
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 90
Abundance Scan 1867 (13.068 min): BF098555.D (-1865) (-) m/z 74.00 100.00%
74.0
5000 43.0
142.9
0.8 168.8 2041 2410 2833 3261 12.80 13.00 13.20 13.40
o} m/z 87.00 75 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131299: Heptadecanoic acid, methyl ester
74.0
5000
43.0 12.80 13.00 13.20 13.40
143.0 284.0 m/z 43.00 44 _26%
Lo oo M0 gs0p0200
m/z--> i&&%@mmmmmmmmmmﬁ
Abundance
74.0
12,80 13.00 13.20 13.40
5000 m/z 55.00 31.01%
43.0
143.0 284.0
98.0 185.0 5;3 9 2410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154941: Nonadecanoic acid, methy! ester R EEEEE RS
74.0 12.80 13.00 13.20 13.40
m/z 41.00 28.07%
5000
43.0
143.0
312.0
LI \ 17101990 2270 #0°
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 350 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098555.D

Aca On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Docosanoic acid, methyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.74 3.43 ng 134764 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 97
2 Methvl stearate 298 C19H3802 000112-61-8 95
3 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 93
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 93
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 1981 (13.739 min): BF098555.D (-1978) (-) m/z 74.00 100.00%
74.0
43.1
5000
I/\IIIIIIIIIIIIIIII
199.1 2552 311.3 5543 13.40 13.60 13.80 14.00
0 b v m/z 87.00 77.81%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74.0
43.0
5000
13.40 13.60 13.80 14.00
m/z 43.10 52 .25%
143.0 354.0
o220 ““ || 1910 | 1710199.0227.0255.0283.03110 ]
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
13.40 13.60 13.80 14.00
5000 m/z 55.00 38.64%
43.0
143.0
101.0 171.0199.0597 7255.0  298.0
O e T e T e S S B S
m/z--> 50 100 150 200 250 300 350
Abundance #166219: Eicosanoic acid, methy! ester R ABma RS
74.0 13.40 13.60 13.80 14.00
m/z 57.00 31.48%
5000
430 143.0 326.0
s | ) 1910 T i 01990227.09550%30 |
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091417\
Data File : BF098555.D

Acq On : 15 Sep 2017 4:00

Operator : SJ/JU

Sample : 15216-04 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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]
unknown6 .42 6.42 7.7 ng 296957 1 6.65 773689 20.0
Eicosane 10.12 2.0 ng 93562 3 9.68 926939 20.0
Tridecane 10.59 5.9 ng 223256 4 11.16 761445 20.0
Heptacosane 11.03 4.0 ng 150233 4 11.16 761445 20.0
Tetradecane 11.46 3.1 ng 116801 4 11.16 761445 20.0
Methyl tetradecan... 11.56 25.4 ng 967533 4 11.16 761445 20.0
Tridecane, l1l-iodo- 11.86 3.0 ng 113274 4 11.16 761445 20.0
9,12-Octadecadien... 12.24 101.1 ng 3849770 4 11.16 761445 20.0
15-Octadecenoic a... 12.27 83.0 ng 3161070 4 11.16 761445 20.0
Methyl stearate 12.35 19.4 ng 736716 4 11.16 761445 20.0
Spiro[4.4]non-1-ene 12.93 2.3 ng 90982 5 13.80 785912 20.0
Heptadecanoic aci... 13.07 2.6 ng 102013 5 13.80 785912 20.0
Docosanoic acid, ... 13.74 3.4 ng 134764 5 13.80 785912 20.0
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