LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100823.D

Aca On - 22 Nov 2017 13:45 Instrument :
Operator : SJ/JU BNA_F

Sample : 16310-07 5X ClientSampleld :
Misc i AU-05-112017-B
ALS Vial : 12 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-BF110817.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 5.481 573 577 585 rBV 378681 322418 5.05% 1.525%
2 6.492 745 749 755 rBV 372236 341951 5.36% 1.618%
3 6.640 770 774 777 rBV 402010 350459 5.49% 1.658%
4 6.875 810 814 817 rBV 510489 455556 7.14% 2.155%
5 7.028 836 840 843 rBV 294492 240393 3.77% 1.137%
6 7.428 905 908 912 rBV 230302 196257 3.07% 0.929%
7 8.151 1028 1031 1035 rVB 623050 562786 8.82% 2.663%
8 9.228 1210 1214 1217 rBV 472680 376449 5.90% 1.781%
9 9.304 1223 1227 1230 rBV 109843 89205 1.40% 0.422%
10 9.833 1313 1317 1320 rVB 124252 99078 1.55% 0.469%

11 9.910 1326 1330 1334 rVB 677318 548746 8.60% 2.596%
12 10.328 1395 1401 1404 rBV 111958 102671 1.61% 0.486%
13 10.692 1461 1463 1467 rVB 179489 155167 2.43% 0.734%
14 10.804 1479 1482 1487 rBV 112132 121471 1.90% 0.575%
15 11.251 1555 1558 1561 rBV 82461 64127 1.00% 0.303%

16 11.398 1579 1583 1585 rBV 495815 447097 7.00% 2.115%
17 11.786 1644 1649 1652 rBV 2858377 2555047 40.03% 12.088%
18 12.480 1761 1767 1769 rBV 4306316 6383543 100.00% 30.201%
19 12.504 1769 1771 1776 rVvV2 4072182 3578659 56.06% 16.931%
20 12.574 1779 1783 1786 rVB 1379169 1058264 16.58% 5.007%

21 12.810 1817 1823 1826 rBV2 45676 74270 1.16% 0.351%
22 12.980 1846 1852 1854 rBV 306123 293091 4_59% 1.387%
23 13.057 1860 1865 1871 rBVS8 40808 73607 1.15% 0.348%
24 13.169 1875 1884 1887 rBV3 107270 212820 3.33% 1.007%
25 13.216 1891 1892 1898 rVB3 89268 83244 1.30% 0.394%
26 13.292 1902 1905 1908 rBV 111368 116146 1.82% 0.549%
27 13.457 1928 1933 1936 rVB4 54777 75804 1.19% 0.359%
28 13.721 1974 1978 1983 rVB2 148226 204648 3.21% 0.968%
29 13.963 2016 2019 2022 rBV 125259 95191 1.49% 0.450%

30 14.033 2027 2031 2035 rBvV 511290 483222 7.57% 2.286%

31 14.692 2140 2143 2147 rBV 295114 266800 4.18% 1.262%
32 14.874 2170 2174 2182 rVB 596972 591740 9.27% 2.800%
33 15.139 2215 2219 2228 rBV 40679 67932 1.06% 0.321%
34 15.510 2277 2282 2289 rBV 361461 449048 7.03% 2.124%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100823.D

Aca On - 22 Nov 2017 13:45

Operator : SJ/JU

a?ggle ; 16310-07 5X AU-05. 11201 7.8
ALS Vial : 12 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 21136907
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF112217\

BF100823.D

22 Nov 2017 13:45

SJ/JuU

16310-07 5X

12 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

AU-05-112017-B
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100823.D

Aca On - 22 Nov 2017 13:45

Operator : SJ/JU

a?ggle ; 16310-07 5X AU-05. 11201 7.8
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.64 Concentration Rank 6

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

6.64 15.39 ng 350459 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 774 (6.640 min): BF100823.D (-770) (-) m/z 132.00 100.00%
132.0
5000 681
wi | % | o Tho ohy 7o
Ol oot e e el m/Z 68.10 35.63%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 URRBE AR SR LR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.63%
0"hMH'H'|J”ﬂ|'“'|J“'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 20.97%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil A E B s R
132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.99%
5000
105.0
0 510 770 159.0 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100823.D

Aca On - 22 Nov 2017 13:45

Operator : SJ/JU

a?ggle ; 16310-07 5X AU-05. 11201 7.8
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 17

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

9.30 3.25 ng 89205 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 86
4 Pentadecane 212 C15H32 000629-62-9 83
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1226 (9.298 min): BF100823.D (-1223) (-) m/z 57.05 100.00%
57.0
o JLQ,\JLAAN\AVAu“~,JLAUAVLNM
900 9.20 9.40 9.60
0 Sz 1Tl m/z 43.05 81.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83024: Hexadecane
57.0
5000 85.0 '9.00 9.20 940 9.60
29.0 m/z 71.05 51.40%
0 I |, 1180 1410 1690 226.0
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 250 250
Abundance
57.0
9.00 9.20 9.40 9.60
5000 m/z 41.05 39.07%
85.0
29.0
o 113.0 141.0 1840
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 250 250
Abundance #105903: Hexadecane, 7,9-dimethyl- L LA B i
57.0 9.00 9.20 9.40 9.60
m/z 85.10 32.83%
5000 85.0
155.0
. D 0 T 1830 2110 2390
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 220 250 ' 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100823.D

Aca On - 22 Nov 2017 13:45

Operator : SJ/JU

a?ggle ; 16310-07 5X AU-05. 11201 7.8
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Pentadecane Concentration Rank 15

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

9.83 3.61 ng 99078 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Octadecane 254 C18H38 000593-45-3 78

Abundance Scan 1316 (9.828 min): BF100823.D (-1313) (-) m/z 57.05 100.00%
57.0

5000

9.60 9.80 10.00 10.20

o m/z 43.10 82 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0
5000 LA L L L L L L L
85.0 9.60 9.80 10.00 10.20
29.0 m/z 71.05 54 _.56%
0 \‘ ‘ H fh ol 113 0 1410 169.0 212.0
“'|“"w"w"”|'“'|“"w"'"“ R EREEEERE R
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
9.60 9.80 10.00 10.20
5000 m/z 85.05 36.47%
85.0
29.0
0 113.0 1410 169.0 197.0 226.0
B A I e o B EEEE R e s e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0 9.60 9.80 10.00 10.20
m/z 41.05 32.28%
5000
85.0
29.0
0 \‘ ‘\ H -y 1 1130 141 0 184.0
S LI B o o o i e o A AL S I S R e RN E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100823.D

Aca On - 22 Nov 2017 13:45

Operator : SJ/JU

a?ggle ; 16310-07 5X AU-05. 11201 7.8
ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.80 5.43 ng 121471 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1481 (10.798 min): BF100823.D (-1479) (-) m/z 57.05 100.00%

57.0

5000

10.40 10.60 10.80 11.00 11.20

1131 1411 167.1

o m/z 43.05 T74.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57.0
5000 | NI LI L L LB LB L
85.0 10.40 10.60 10.80 11.00 11.20
29.0 m/z 71.10 56.24%
o ‘ | 180 1m0 1690 197.0 2250 2530 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R EEEEREE o
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.05 38.40%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.10 34 .96%
5000 85.0
29.0
0 || 1130 1410 160.0 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100823.D

Aca On : 22 Nov 2017 13:45

Operator : SJ/JU

Sample : 16310-07 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 7 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.79 114.30 ng 2555050 Phenanthrene-d10 11.40
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 95
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1650 (11.792 min): BF100823.D (-1644) (-) m/z 74.00 100.00%
74.0
5000
43{0 143.1 227.2 SN | E—
97.1 185.1 270.3 11.40 11.60 11.80 12.00 12.20
0 .----'.|'---|=|'. Ay g | oaesd o b ST Tw/z 87.10  76.91%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 SR SULILE BN SULBLLN I
43.0 11040 11.60 11.80 12.00 12.20
143.0 m/z 43.05 30.11%
o> 20 A € 80 '1'66' 30 140 160 '1'86' Py 'z'Ju')' P
Abundance
74.0
11.40 11.60 11.80 12.00 12.20
5000 43.0 m/z 55.10 25.53%
. 97.0 1370 1430 1850 227 0 2700
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate S mmam e
74.0 11.40 11.60 11.80 12.00 12.20
m/z 143.10 22 .85%
5000
43.0
143.0
Oyl i 2002200 1 azn T, 2420 S |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11040 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100823.D

Aca On - 22 Nov 2017 13:45

Operator : SJ/JU

a?ggle ; 16310-07 5X AU-05. 11201 7.8
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.
12.48 285.56 ng 6383540 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 98
Abundance Scan 1767 (12.480 min): BF100823.D (-1761) (-) m/z 67.05 100.00%
67.0
411
5000
1231 1501 112.20 12.40 12,60 12.80
178.2 263.2 .
o — 220.2 2993 "m/z 81.10 83.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 R SRR SR R DA
nmnmnmnm
m/z 55.10 68.63%
0 123.0 149.0 4175 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
a0 e "% 1740 12)00 1250
5000 m/z 41.10 58.03%
294.0
150.0
124.0 178.0 920.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester e e
nmnmnmnm
m/z 95.10 55.29%
5000
. 1230 1500 1760 00 2630 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 'iééolié4b'iééd 1556"
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100823.D

Aca On - 22 Nov 2017 13:45

Operator : SJ/JU

a?ggle ; 16310-07 5X AU-05. 11201 7.8
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.50 160.08 ng 3578660 Phenanthrene-d10 11.40

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 96
3 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 90
4 cis-13-Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 90
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 90

Abundance Scan 1770 (12.498 min): BF100823.D (-1769) (-) m/z 55.10 100.00%

|

111.1 e
137.1 180.2 222.3 2M3mm 1220 1240 12.60 12.80

5000

0 m/z 41.10 73.12%
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
.0
5000 LIS L L L L L L L L LB LB
29.0 12 20 12. 40 12 60 12. 80
111.0 m/z 69.10 68.86%
. 137.0 180.0 222.0 264.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R
12.20 12.40 12.60 12.80
5000 87.0 m/z 74.05 55.19%
29.0
111.0 264.0
1380 1800 2220 286.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141275: 9-Octadecenoic acid, methyl ester e e e R
55.0 12.20 12.40 12.60 12.80

m/z 83.10 49_87%

5000

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\BF112217\

Data File : BF100823.D

Aca On - 22 Nov 2017 13:45

Operator : SJ/JU

a?ggle ; 16310-07 5X AU-05. 11201 7.8
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.57 47 .34 ng 1058260 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 99
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 87
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87

Abundance Scan 1782 (12.569 min): BF100823.D (-1779) (-) m/z 73.95 100.00%
74.0
5000 43.0
\ o0 1 199.2 255.2 12.20 12.40 12.60 12.80
0...,....-,'....|',..|'..,'.!..',....,....,....1.7.1..1.... rerz L P83 h/z 87.00  72.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 2980 | 12.20 12.40 12.60 12.80
143.0 - - : - -
43.0 w00 o0 m/z 43.05  42.72%
diso. L LT | | amo | amo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
12.20 12.40 12.60 12.80
5000 m/z 55.05 31.12%
28.0
143.0 255.0 298.0
. 510 101.0 171.0 1990 5o ¢
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107593: Pentadecanoic acid, methy! ester T
74.0 12.20 12.40 12.60 12.80
m/z 41.05 26 .45%
5000
e 10 213.0
1010
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 12.40 12.60 12.80

8270-BF110817.M Mon Nov 27 13:03:20 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100823.D

Aca On : 22 Nov 2017 13:45

Operator : SJ/JU

Sample : 16310-07 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 6,1l1-octadecadienoate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.81 3.07 ng 74270 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 6.11-octadecadienoate 294 C19H3402 1000336-43-2 93
2 Methvl 2-octvlcvclopropene-1-hep... 294 C19H3402 005026-66-4 78
3 9.12-0Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 72
4 5-Octadecvne 250 C18H34 071899-42-8 72
5 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 62

Abundance Scan 1823 (12.810 min): BF100823.D (-1817) (-) m/z 67.00 100.00%

5000

i

12.40 12.60 12.80 13.00 13.20
m/z 81.00 79.21%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139682: Methyl 6,11-octadecadienoate

—

12.I4O 12.I60 12.I80 13.I00 13!20
m/z 95.10  68.39%

5000

196.0 990, 245.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81.0
R e AN
41.0 12.40 12.60 12.80 13.00 13.20
5000 m/z 41.00 55.65%
1100 4490 294.0
195.0 263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)- e RE R e S R
12.40 12.60 12.80 13.00 13.20

:?

m/z 55.00 53.52%

41.0
5000

;i;zzzggs

280.0

150.0 1820 209.0 236.0

T | I 1 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00 13.20

8270-BF110817.M Mon Nov 27 13:03:21 2017

AU-05-112017-B

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100823.D

Aca On : 22 Nov 2017 13:45

Operator : SJ/JU

Sample : 16310-07 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.17 8.81 ng 212820 Chrysene-di12 14.03

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..1ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 97
2 Cvclobutene. 4.4-dimethvl-1-(2.7... 190 C14H22 062338-42-5 78
3 1.5.9.11-Tridecatetraene. 12-met... 190 C14H22 062338-27-6 78
4 Methyl 6-cis.9-cis.ll-trans-octa... 292 C19H3202 1000336-37-7 64
5 Bicyclo[2.2.1]heptane, 7,7-dimet... 136 C10H16 000471-84-1 49

Abundance Scan 1884 (13.169 min): BF100823.D (-1875) (-) m/z 79.00 100.00%

5000

12.80 13.00 13.20 13.40
m/z 93.10 92.99%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate

292.0

5000
12.80 13.00 13.20 13.40

m/z 91.05 76 .98%

189.0 221.0 261.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0 93.0
R e R AR
67.0 12.80 13.00 13.20 13.40
5000 m/z 55.10 64 .48%

121.0

147.0 .
. 168.0190 0

g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53185: 1,5,9,11-Tridecatetraene, 12-methyl-, (E,E)- L B o
12.80 13.00 13.20 13.40
m/z 80.10 63.24%

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-BF110817.M Mon Nov 27 13:03:22 2017

AU-05-112017-B

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100823.D

Aca On - 22 Nov 2017 13:45

Operator : SJ/JU

a?ggle ; 16310-07 5X AU-05. 11201 7.8
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl3.22 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.22 3.45 ng 83244 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanecarboxvlic acid. 3-p... 324 C21H4002 1000280-59-1 35
2 Butanoic acid. 3-methvl-2-methvl... 128 C7H1202 003070-67-5 30
3 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 27
4 2.3-Dimethvl-3-heptene. (2)- 126 C9H18 059643-73-1 27
5 Cyclohexanone, 3,5-dimethyl-, cis- 126 C8H140 007214-52-0 25
Abundance Scan 1893 (13.221 min): BF100823.D (-1891) (-) m/z 55.05 100.00%

5000 155.1 9033
181.1 2111 2502 N
| | 13.00 13.20 13.40 13.60
Ot m/z 83.00 50.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164530: Cyclopentanecarboxylic acid, 3-pentadecyl ester
41.0 690 47
5000 RS SRR SO B U
13.00 13.20 13.40 13.60
m/z 95.10 47 .32%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0
69'0 IIIIIIIIIIIIIIIIIIIIIII
13.00 13.20 13.40 13.60
5000 m/z 87.00 46.57%
97.0 1280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11594: Cyclohexane, 1,2,4-trimethyl-
69.0 13.00 13.20 13.40 13.60
111.0 m/z 100.90 40.57%
5000 41.0
0l15:0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

8270-BF110817.M Mon Nov 27 13:03:23 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100823.D

Aca On - 22 Nov 2017 13:45

Operator : SJ/JU

a?ggle ; 16310-07 5X AU-05. 11201 7.8
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl3.46 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

13.46 3.14 ng 75804 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. bromo-. methvl ester 152 C3H5Bro02 000096-32-2 27
2 5-Hvdroxv-4-hvdroxvmethvl-1-(1-h... 186 C10H1803 087096-72-8 25
1-T2-12.6-Dimethviphenoxvlethvll... 194 C11H18N20 014573-16-1 14
4 2-Methyl-5-(2.6.6-trimethvl-cvcl... 240 C15H2802 060714-01-4 14
5 Nonadecanamide 297 C19H39NO 058185-32-3 12
Abundance Scan 1934 (13.463 min): BF100823.D (-1928) (-) m/z 43.10 100.00%

431 )

5000

209.1 248.0 308.2 LI L L L LB L
13.20 13.40 13.60 13.80

m/z 81.00 98 .53%

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

o

Abundance #25481: Acetic acid, bromo-, methyl ester
59.0
93.0
5000 121.0 L B B B B
290 152.0 13.20 13.40 13.60 13.80
‘ m/z 99.05 81.29%
o,nuwkﬂwﬂhpﬂ‘quh”w”.w””,””..”.”..”..“w”.w””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59.0
13.20 13.40 13.60 13.80
5000 95.0 m/z 55.05 80.04%

135.0
168.0
o

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

Abundance #56105: 1-[2-[2,6-Dimethylphenoxy]ethyl]-1-methylhydrazine e  RRRaE Bam s
. 13.20 13.40 13.60 13.80

m/z 151.10 76 .89%

5000

910 1220 4,0

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-BF110817.M Mon Nov 27 13:03:23 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100823.D

Aca On - 22 Nov 2017 13:45

Operator : SJ/JU

a?ggle ; 16310-07 5X AU-05. 11201 7.8
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl3.72 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.72 8.47 ng 204648 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 46
2 1H-Indene. l-ethvloctahvdro-7a-m... 166 C12H22 056324-71-1 38
3 2(3HY)-Benzofuranone. 3a.4.5.7a-t... 166 C10H1402 1000360-45-0 38
4 cis.cis- and cis.trans-1.9-dimet... 166 C12H22 1000111-72-5 30
5 2-n-Heptylfuran 166 C11H180 003777-71-7 30
Abundance Scan 1978 (13.721 min): BF100823.D (-1974) (-) m/z 81.00 100.00%

81.0
151.1
55.0
5000
100.1 237.2

'%%2 277.2 308.2 anmmmmm

o} m/z 95.05 93.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #24832: 1,4 Benzodioxan-6-amine
151.0
95.0

5000 LA L L L L L L L L L
13 40 13. 60 13. 80 14. OO
67.0 m/z 151.10 74.12%
41.0
o180 1240 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95.0
67.0 13.40 13.60 13.80 14.00
5000 41.0 166.0 m/z 55.00 57.09%
o 122.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #34950: 2(3H)-Benzofuranone, 3a,4,5,7a-tetrahydro-3,6-dime... e A REEEEEasS
151.0 13.40 13.60 13.80 14.00
m/z 67.00 43.22%
5000 93.0
550 123.0
0 R REEEEEEm s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 40 13. 60 13. 80 14. 00

8270-BF110817.M Mon Nov 27 13:03:24 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100823.D

Aca On - 22 Nov 2017 13:45

Operator : SJ/JU

a?ggle ; 16310-07 5X AU-05. 11201 7.8
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Docosanoic acid, methyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.96 3.94 ng 95191 Chrysene-d12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 97
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 93
3 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 90
4 Methvl stearate 298 C19H3802 000112-61-8 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87

Abundance Scan 2019 (13.963 min): BF100823.D (-2016) (-) m/z 74.00 100.00%
74.0
5000 43.1
L ..
199.1 255.2 3113 oy s 13.60 13.80 14.00 14.20
o LM S m/z 87.00 75.74%
m/z--> 50 100 150 200 250 300 350
Abundance #186932: Docosanoic acid, methyl ester
74.0
)\ A
5000 . AR N U BN
43.0 354.0 13.60 13.80 14.00 14.20
143.0 3110 m/z 43.10 45 _.93%
ol | \‘ H‘ || J1000 | 171.0199.027025502830" | |
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
13.60 13.80 14.00 14.20
5000 m/z 55.05 34 .80%
43.0
143.0
5l15.0 101.0 171,0199.00p7,9 2690 3120
m/z--> 50 100 150 200 250 300 350
Abundance #186936: Methyl 20-methyl-heneicosanoate R EE R E s
74.0 13.60 13.80 14.00 14.20
m/z 57.10 31.69%
5000
143.0 354.0
199.0 255.0 310
b MY | mo! 20 T a0 | ,‘.
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF110817.M Mon Nov 27 13:03:25 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100823.D

Aca On : 22 Nov 2017 13:45

Operator : SJ/JU

Sample : 16310-07 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 19 6-0Octen-1-ol, 7-methyl-3-me... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.69 11.04 ng 266800 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octen-1-ol. 7-methvl-3-methvlene- 154 C10H180 013066-51-8 53
2 Pentane. 1.5-dibromo- 228 C5H10Br2 000111-24-0 53
3 3-Isopropvl-5-methvl-hex-4-en-2-one 154 C10H180 077142-85-9 53
4 Cvclopropanecarboxvlic acid. und... 238 C15H2602 1000299-38-1 50
5 Butanoic acid, 3,7-dimethyl-2,6-... 224 C14H2402 000106-29-6 50

Abundance Scan 2143 (14.692 min): BF100823.D (-2140) (-) m/z 69.10 100.00%
69.1
5000
09.1 LA S SUN IR
14.40 14.60 14.80 15.00
151.1
ol .L,~L. h Jl | JS11 1911 2332 2930 443 L TEET1g 0 21.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #26799: 6-Octen-1-ol, 7-methyl-3-methylene-
69.0
5000 LI L B S B
mmmmmmmm
111.0 m/z 81.05 21.13%
27.0
ol by L 4, 1840
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
' 14.40 14.60 14.80 15.00
5000 m/z 41.10 20.82%
27.0 107.0 1480
ob—ditd oy I Y 1850 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #26800: 3-Isopropyl-5-methyl-hex-4-en-2-one e RS EE s e
69.0 1110 14.40 14.60 14.80 15.00
m/z 95.05 18.63%
5000 ﬂ
27.0
O Al
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14. 80 15. 00

8270-BF110817.M Mon Nov 27 13:03:25 2017

AU-05-112017-B

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112217\

Data File : BF100823.D

Aca On - 22 Nov 2017 13:45

Operator : SJ/JU

a?ggle ; 16310-07 5X AU-05. 11201 7.8
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.87 26.36 ng 591740 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 99
2 Supraene 410 C30H50 007683-64-9 98
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 2173 (14.868 min): BF100823.D (-2170) (-) m/z 69.05 100.00%
69.0
5000 &
07.1137.1 14.60 14.80 15.00 15.20
ol ba by I IR 22 giz1 w2 0 Lzei g 5221w
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 R BN SUNRI IR SRR
14.60 14.80 15.00 15.20
m/z 41.10 25.71%
o e ﬂroﬁ-%nﬂn? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14,60 14.80 15.00 15.20
5000 m/z 95.10 13.09%
137.0
ol29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethy!- R e e A RRRE
69.0 14.60 14.80 15.00 15.20
m/z 68.05 10.94%
5000
136.0
29.0
0 .“. 1 I‘\" yh .:‘id‘(-l)?."o.‘”.l. I ;177;(? |2]|-5|-0|2|4?'(|)| —
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF110817.M Mon Nov 27 13:03:26 2017 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112217\

Data File : BF100823.D

Acq On : 22 Nov 2017 13:45

Operator : SJ/JU

a?ggle ; 16310-07 5X AU-05. 11201 7.8
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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 .64 6.64 15.4 ng 350459 1 6.87 455556 20.0
Hexadecane 9.30 3.3 ng 89205 3 9.91 548746 20.0
Pentadecane 9.83 3.6 ng 99078 3 9.91 548746 20.0
Eicosane 10.80 5.4 ng 121471 4 11.40 447097 20.0
Hexadecanoic acid... 11.79 114.3 ng 2555050 4 11.40 447097 20.0
9,12-Octadecadien... 12.48 285.6 ng 6383540 4 11.40 447097 20.0
9-Octadecenoic ac... 12.50 160.1 ng 3578660 4 11.40 447097 20.0
Methyl stearate 12.57 47.3 ng 1058260 4 11.40 447097 20.0
Methyl 6,11-octad... 12.81 3.1 ng 74270 5 14.03 483222 20.0
Methyl 9.cis.,11.... 13.17 8.8 ng 212820 5 14.03 483222 20.0
unknownl13.22 13.22 3.5 ng 83244 5 14.03 483222 20.0
unknownl13.46 13.46 3.1 ng 75804 5 14.03 483222 20.0
unknownl13.72 13.72 8.5 ng 204648 5 14.03 483222 20.0
Docosanoic acid, ... 13.96 3.9 ng 95191 5 14.03 483222 20.0
6-Octen-1-ol, 7-m... 14.69 11.0 ng 266800 5 14.03 483222 20.0
Squalene 14.87 26.4 ng 591740 6 15.51 449048 20.0
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