LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096082.D

Aca On : 21 Jun 2017 13:55

Operator : SJ/MA

Sample : 13759-03

Misc :

ALS Vial : 3 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-BF060517.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

1.552 9 11 35 rvB 570808 1260584 25.72% 4.617%
2.369 146 150 170 rBV2 26599 65796 1.34% 0.241%
rBv2 61399 206592 4.21% 0.757%
4.504 509 513 535 rBvV 78374 249677 5.09% 0.914%
5.204 628 632 666 rBvV 740158 1904340 38.85% 6.974%
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6.875 912 916 926 rBV 643005 1460489 29.79% 5.349%
6.951 926 929 960 rVB 1212666 2301222 46.94% 8.428%
rvB 294194 422783 8.62% 1.548%
7.528 1022 1027 1051 rVB 1049930 1450352 29.59% 5.312%
8.210 1138 1143 1169 rBV 693125 1141181 23.28% 4._.179%
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11 9.322 1327 1332 1348 rBV 400336 597813 12.20% 2.189%
12 11.098 1628 1634 1645 rBV 1602130 2304273 47.01% 8.439%
13 12.139 1806 1811 1819 rBV2 459719 643385 13.12% 2.356%
14 12.710 1900 1908 1919 rBV 67645 120163 2.45% 0.440%
15 13.439 2027 2032 2051 rBV 896895 1309901 26.72% 4.797%

16 14.221 2157 2165 2174 rBV 59740 95672 1.95% 0.350%
17 14.533 2213 2218 2233 rBV 471570 667039 13.61% 2.443%
18 15.598 2383 2399 2422 rBV 921668 2243055 45.76% 8.215%
19 16.145 2486 2492 2500 rBV5 35731 57537 1.17% 0.211%
20 16.539 2552 2559 2561 rBV 180652 293485 5.99% 1.075%

21 16.562 2561 2563 2573 rVB2 124278 177893 3.63% 0.651%
22 16.721 2574 2590 2593 rBV 1978241 4902018 100.00% 17.952%
23 16.927 2619 2625 2628 rBV 1951976 2443736 49.85% 8.950%
24 18.268 2848 2853 2862 rBV 454545 587167 11.98% 2.150%
25 19.944 3134 3138 3148 rBV2 247766 399568 8.15% 1.463%

Sum of corrected areas: 27305721

8270-BF060517 .M Thu Jun 22 18:14:14 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF062117\
Data File : BF096082.D

Aca On : 21 Jun 2017 13:55

Operator : SJ/MA

Sample : 13759-03

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF060517 .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: BF096082.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096082.D

Aca On : 21 Jun 2017 13:55

Operator : SJ/MA

Sample : 13759-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 4-Penten-2-one, 4-methyl- Concentration Rank 11

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

2.37 3.11 ng 65796 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 72
2 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 47
3 5-Hexen-2-one 98 C6H100 000109-49-9 40
4 2-Pentanone. 5-hvdroxyv- 102 C5H1002 001071-73-4 9
5 2-Propanone, l1l-cyclopropyl- 98 C6H100 004160-75-2 5

Abundance Scan 150 (2.369 min): BF096082.D (-146) (-) m/z 43.00 100.00%
43.0
5000
550 TR 250 220 240 260 20
Y Y OSSN r i m/z 83.10 9.65%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3236: 4-Penten-2-one, 4-methyl-
43.0
5000 SRR SR SR
2.00 220 2.40 2.60 2.80
m/z 39.00 8.82%
290 55.0 83.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance
43.0
200 220 2.40 2.60 2.80
5000 m/z 55.00 6.81%
55.0
29.0 .
15.0 69.0 83.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #3159: 5-Hexen-2-one
43.0 2.00 220 2.40 2.60 2.80
m/z 41.10 6.02%
5000
55.0
27‘.? L | 630710 830 98.0
L SURLLEL LR FULELEL UL LRI SURLLEL UL SUR L UL S
m/z--> 10 20 30 40 50 60 70 80 90 100 200 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096082.D

Aca On : 21 Jun 2017 13:55

Operator : SJ/MA

Sample : 13759-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 3-Penten-2-one, 4-methyl- Concentration Rank 8

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

3.45 9.77 ng 206592 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 80
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 334 (3.451 min): BF096082.D (-329) (-) m/z 83.10 100.00%
55.1 83.1
5000 43.0 98.1
| ‘ 320 340 3.60 3.80
S N N NS PR M W m/z 55.10 88.45%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LN IR UL UL I
20,0 430 98.0 320 340 3.60 3.80
m/z 98.10 38.71%
‘ ‘ ‘ Ly il ‘ ! 67.0 75.0 !
miz--> A S SR
Abundance
83.0
5.0 T35 30 3ko 350
5000 43.0 m/z 43.00 37.24%
98.0
29.0
69.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- R
55.0 83.0 3.20 3.40 3.60 3.80
m/z 39.10 25.10%
41.0
5000 270 98.0
15‘.0 i ‘ 69‘ .0
! an 1l ‘ | | A
m/z--> 10 20 3'0 4'0 5I 60 70 8|0 90 1(')0 320 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096082.D

Aca On : 21 Jun 2017 13:55

Operator : SJ/MA

Sample : 13759-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.50 11.81 ng 249677 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 25
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 512 (4.498 min): BF096082.D (-509) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0 III|IIII|IIII|IIII|IIII
| 830 | 420 4.40 4.60 4.80
T e = s S m/z 59.10 63.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL L
59.0 420 440 4.60 4.80
0
150 a0 1010 m/z 101.00 21.16%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 420 440 460 480
5000 m/z 58.00 14 .38%
20.0 101.0
150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl- e ma
54.0 420 4.40 4.60 4.80
m/z 41.00 9.27%
5000
43.0 101.0
31.0
T }?39 |""”|h' "HL‘J"I '“lh T 7%3q T ?ﬁlq USRS N T T T : T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096082.D

Aca On : 21 Jun 2017 13:55

Operator : SJ/MA

Sample : 13759-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown6.95 Concentration Rank 2

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

6.95 108.86 ng 2301220 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 929 (6.951 min): BF096082.D (-926) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 R R UL L
401 540 6.60 6.80 7.00 7.20
..,....,....,...:,".'...,::..,.:I-.'...l..,??:?,...'.,.’fPZ-R...,....,'...,... m/z 68.05 37.22%
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
6.60 6.80 7.00 7.20
310 510 ‘ m/z 134.00 32.35%
'WH'W“'W“JHJ'ww'w'“H'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
'6.60 6.80 7.00 7.20
5000 67.0 m/z 66.10 21.72%
41.0 97.0
53.0
79.0 117.0

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

Abundance #14491: 5-Aminoindole R e R

132.0 6.60 6.80 7.00 7.20
m/z 96.05 14 _.47%

5000
104.0
66.0
140 27.0 390 510 770 495 | 1150 |

W SO W - S| N2 S| RN, S ) E—

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096082.D

Aca On : 21 Jun 2017 13:55

Operator : SJ/MA

Sample : 13759-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Nonanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.71 3.74 ng 120163 Acenaphthene-d10 12.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 50
2 Maltose 342 C12H22011 000069-79-4 47
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 45
4 _alpha.-D-Glucose 180 C6H1206 000492-62-6 38
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 38
Abundance Scan 1908 (12.710 min): BF096082.D (-1900) (-) m/z 60.00 100.00%
60.0
5000
129.0
lP?.l | ‘ |171.1 12.40 12.60 12.80 13.00
— A | m/z 73.00 99.66%
m/z--> 50 100 150 200 250 300 350
Abundance #30179: Nonanoic acid
60.0
5000{ 29.0
12.40 12.60 12.80 13.00
‘ 115.0 m/z 43.05 61.85%
b e u‘wl\ I\‘I ‘: |‘1|5‘8|.0|| T T
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
12.40 12.60 12.80 13.00
5000 43.0 m/z 41.10 59.42%
126.0 163.0167.0
m/z--> o 'éoll "166 B ﬁéd B ééd B ééd B 566 B ééd !
Abundance #125286: Decanoic acid, silver(1+) salt
73.0 12.40 12.60 12.80 13.00
m/z 55.00 57 .00%
43.0 155.0
5000
l na#
N A It”w i 2170 2790 3300 _ 387.0
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096082.D

Aca On : 21 Jun 2017 13:55

Operator : SJ/MA

Sample : 13759-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Tetradecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.22 2.87ng 95672  Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tetradecanoic acid 208 C14H2802 000544-63-8 98

2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 Heptanoic acid 130 C7H1402 000111-14-8 38
Abundance Scan 2165 (14.221 min): BF096082.D (-2157) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1
| “ |” 97.0 185.2 2282 14.00 14.20 14.40 14.60
e A W L ase 2282 m/z 60.00 75.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84455: Tetradecanoic acid
73.0
5000 430 129.0
185.0 14.00 14.20 14.40 14.60
070 ' g0 || Mz 43.10  74.26%
ST 1T VO AN VO W
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
73.0
1200 "' 14.00 14.20 14.40 14.60
5000 m/z 41.10 59.84Y%
43.0
101.0 172.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72648: Tridecanoic acid
73.0 14.00 14.20 14.40 14.60
m/z 57.10 57.12%
43.0
5000
129.0 0
171.
18.0 ‘ “ ‘ 9.0 152.0 ‘ 2o
il ) 1 P ,‘l‘...”h P S vl NN 1 N M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14100 1420 14.40 14.60
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Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096082.D

Aca On : 21 Jun 2017 13:55

Operator : SJ/MA

Sample : 13759-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.60 67.25 ng 2243060 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2399 (15.598 min): BF096082.D (-2383) (-) m/z 73.00 100.00%
430 730
5000 129.1
97.1 213.2 llllllll IIIIIIIIII
157.1 1852 256.2 1520 15.40 15.60 15.80 16.00

m/z 43.05 82.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 L R R
15. 20 15. 40 15 60 15. 80 16. 00

60 | M/z 60.00 81.61%

83.0
V-“u' 157.0 1850 213.0 .
4 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0

15. 20 15. 40 15 60 15. 80 16.00

5000 129.0 m/z 57.10 69.11%
97.0 199.0
157.0 242.0
15.0 177.0
R B o B M RS Ean s b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid O Rt
73.0 15. 20 15. 40 15. 60 15. 80 16. 00

m/z 55.10 65.19%

5000 43.0 129.0
185.0
H 97.0 228.0
‘ u ‘ \“H MH Ly ‘ I ‘ 157 0 |

m/z--> 20 80 100 120 140 160 180 200 220 240 260 15. 20 15. 40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096082.D

Aca On : 21 Jun 2017 13:55

Operator : SJ/MA

Sample : 13759-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 7
R.T. EstConc Area Relative to ISTD R.T.
16.54 10.00 ng 293485 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 2-Chloroethvl linoleate 342 C20H35CI02 025525-76-2 91
3 2-Methvl-Z.Z-3.13-octadecadienol 280 C19H360 1000130-90-5 90
4 8-Hexadecvne 222 C16H30 019781-86-3 87
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 87
Abundance Scan 2559 (16.539 min): BF096082.D (-2552) (-) m/z 67.05 100.00%
67.0
411 95.0
5000
B0 10, 2502 1620 16140 16560 1630
B e m/z 81.05 84.72%
m/z--> 50 100 150 200 250 300
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67.0
95.0
41.0
5000 IUNAMUASUNAUVARES
16.20 16.40 16.60 16.80
3.0 m/z 55.05 60.04%
15.0 wﬁm{‘&5ﬁo 182.0200.0236.0 2000
e T T T T
m/z--> 50 100 150 200 250 300
Abundance
67.0
16.20 16.40 16.60 16.80
5000 9.0 m/z 95.05 59.81%
41.0
123.0
N DA '%5?9 UL ?éap' T ?QZP
m/z--> 50 100 150 200 250 300
Abundance #127747: 2-Methyl-Z,Z-3,13-octadecadienol
55.0 16.20 16.40 16.60 16.80
m/z 41.10 55_35%
5000 81.0
09.0
m/z--> 50 100 150 200 250 300 ' 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096082.D

Aca On : 21 Jun 2017 13:55

Operator : SJ/MA

Sample : 13759-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Heptadecyl heptafluorobutyrate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.56 6.06 ng 177893 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 86
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 58
3 Cvclopentane. 1-pentvl-2-propvl- 182 C13H26 062199-51-3 58
4 1-Hexvl-1-nitrocvclohexane 213 C12H23N02 118252-09-8 49
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 47

Abundance Scan 2563 (16.562 min): BF096082.D (-2561) (-) m/z 55.10 100.00%
54.1
83.1
5000

139.0 165.1 1931 2223 2642 1620 16.40 16.60 16.80
m/z 69.10 77 -39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
83.0

5000 e T T
16.20 16.40 16.60 16.80

m/z 83.10 70.90%

29.0
139.0 169.0 238.0
S 210.0 283.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0

16.20 16.40 16.60 16.80
5000 83.0 m/z 97.10 66.21%

29.0 111.0
137.0 1650 1030 2220 2040
wﬁmmﬂrmmmﬁrwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47291: Cyclopentane, 1-pentyl-2-propyl-
.0

16.20 16.40 16.60 16.80
m/z 57.05  55.46%

139.0 1820 }/q\__

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

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062117\
Data File : BF096082.D

Aca On : 21 Jun 2017 13:55

Operator : SJ/MA

Sample : 13759-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.72 166.97 ng 4902020 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2590 (16.721 min): BF096082.D (-2574) (-) m/z 73.00 100.00%

16 40 16 60 16. 80 17. OO

430 740
5000 129.1
' ' 4

m/z 43.05 91.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0

16.40 16.60 16.80 17.00
m/z 60.00 81.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0

16 40 16 60 16. 80 17.00

5000 129.0 m/z 57.10 79.63%
970 1990 2420
157.0
Tmmmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid P T ST T
73.0 16 40 16 60 16. 80 17. 00
43.0 m/z 55.10 67.08%
5000 129.0
185.0 228.0
L LA Ml
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 40 16 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062117\
Data File : BF096082.D

Acq On : 21 Jun 2017 13:55

Operator : SJ/MA

Sample : 13759-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
4-Penten-2-one, 4... 2.37 3.1 ng 65796 1 7.29 422783 20.0
3-Penten-2-one, 4... 3.45 9.8 ng 206592 1 7.29 422783 20.0
2-Pentanone, 4-hy... 4.50 11.8 ng 249677 1 7.29 422783 20.0
unknown6 .95 6.95 108.9 ng 2301220 1 7.29 422783 20.0
Nonanoic acid 12.71 3.7 ng 120163 3 12.14 643385 20.0
Tetradecanoic acid 14.22 2.9 ng 95672 4 14.53 667039 20.0
n-Hexadecanoic acid 15.60 67.3 ng 2243060 4 14.53 667039 20.0
9,12-Octadecadien... 16.54 10.0 ng 293485 5 18.27 587167 20.0
Heptadecyl heptaf... 16.56 6.1 ng 177893 5 18.27 587167 20.0
Octadecanoic acid 16.72 167.0 ng 4902020 5 18.27 587167 20.0
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