LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF072117\
Data File : BF096959.D

Aca On = 21 Jul 2017 22:19

Operator : SJ/JU

Sample : 14358-01 5X

Misc :

ALS Vial : 24 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-BF071317.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 4.698 458 461 471 rBV 37628 45722 2.72% 0.414%
2 5.151 535 538 553 rVB 420902 476120 28.35% 4.310%
3 6.204 714 717 731 rBV 504195 477604 28.44% 4.324%
4 6.322 734 737 746 rVB 514876 457765 27.26% 4.144%
5 6.551 773 776 785 rVB 676437 629092 37.46% 5.695%
6 6.710 799 803 813 rVB 397611 339171 20.20% 3.071%
7 7.116 869 872 880 rBV 320454 256330 15.27% 2.321%
8 7.839 991 995 998 rBV 745423 670840 39.95% 6.073%
9 8.910 1174 1177 1181 rBV 513607 411329 24.50% 3.724%
10 9.310 1242 1245 1248 rBV 29767 24349 1.45% 0.220%
11 9.580 1288 1291 1295 rBV 655497 604760 36.02% 5.475%
12 10.010 1361 1364 1366 rBvV 50018 36875 2.20% 0.334%
13 10.369 1422 1425 1430 rVB 165878 144009 8.58% 1.304%
14 10.610 1461 1466 1468 rBV 25489 21779 1.30% 0.197%

15 11.057 1538 1542 1545 rBV 498887 412848 24.59% 3.737%

16 11.398 1597 1600 1603 rVB 67126 54497 3.25% 0.493%
17 11.474 1609 1613 1617 rBV 880319 709640 42.26% 6.424%
18 12.157 1725 1729 1730 rBV 730193 645839 38.46% 5.847%
19 12.180 1730 1733 1735 rVB 1964558 1679164 100.00% 15.201%
20 12.263 1744 1747 1751 rVB 597722 502059 29.90% 4._.545%

21 12.492 1780 1786 1792 rBV 90261 116959 6.97% 1.059%
22 12.639 1808 1811 1815 rVB 327677 277164 16.51% 2.509%

23 12.845 1844 1846 1852 rVB7 23773 34784 2.07% 0.315%
24 12.910 1852 1857 1864 rVB3 60925 103128 6.14% 0.934%
25 12.986 1867 1870 1873 rBV2 37210 43774 2.61% 0.396%
26 13.092 1884 1888 1892 rBV 92109 95728 5.70% 0.867%
27 13.233 1909 1912 1915 rVB4 21658 22023 1.31% 0.199%
28 13.410 1937 1942 1944 rVB3 34560 46585 2.77% 0.422%
29 13.557 1964 1967 1970 rBV2 33213 43110 2.57% 0.390%
30 13.651 1981 1983 1985 rBV2 24658 24232 1.44% 0.219%
31 13.686 1985 1989 1992 rVV 617205 645738 38.46% 5.846%
32 13.710 1992 1993 1998 rVB 56440 41839 2.49% 0.379%
33 13.880 2019 2022 2024 rVB2 33942 32678 1.95% 0.296%
34 13.910 2025 2027 2030 rBV3 16967 20855 1.24% 0.189%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF072117\
Data File : BF096959.D

Aca On = 21 Jul 2017 22:19

Operator : SJ/JU

Sample : 14358-01 5X

Misc :

ALS Vial : 24 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-BF071317_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.068 2052 2054 2057 rBv4 23975 21897 1.30% 0.198%
36 14.233 2078 2082 2083 rBv4 38314 50918 3.03% 0.461%
37 14.768 2171 2173 2176 rVB2 63368 50322 3.00% 0.456%

38 14.992 2208 2211 2217 rBV2 61948 108325 6.45% 0.981%
39 15.051 2217 2221 2225 rVB 495926 576848 34.35% 5.222%
40 15.468 2289 2292 2296 rBV2 64127 89416 5.33% 0.809%

Sum of corrected areas: 11046115
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BFO072117\

BF096959.D

21 Jul 2017 22:19

SJ/Ju

14358-01 5X

24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF096959.D

5.15

Time--> 2.00

O——r———1

T
5.00

Abundance

2000000
1500000
1000000
.84

500000

ol

9.58
8.91

9.31 10.01

TIC: BF096959.D

11.47

11.06

10.37
ﬂ 10.61

11.
A

Time-->

9.50

10.00

9.00

12.00 12.50

10.50 11.00 11.50

13.00 13.50

Abundance

2000000

1500000

1000000

8.69

500000

15.05

TIC: BF096959.D

ob—
Time-->

14.00

15.50

14.50 15.00

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:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096959.D

Aca On = 21 Jul 2017 22:19

Operator : SJ/JU

Sample : 14358-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 1 unknown6.32 Concentration Rank 4

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

6.32 14.55 ng 457765 1,4-Dichlorobenzene-d4 6.56
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 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 737 (6.322 min): BF096959.D (-734) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 ey b0 620 640 6k
; m/z 68.10 38.32%
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 SRS RARSE LA RARAS
6.00 6.20 6.40 6.60
310 510 m/z 134.00 30.66%
‘ b1 H | !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
600 6.20 640 6.60
5000 m/z 66.00 25.27%
33.0 44.0 105.0
s60 00 860
memwmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole s e L A
132.0 6.00 6.20 6.40 6.60

m/z 69.10 15.21%

5000

104.0
66.0
140 27.0 390 510 VT 770 g94 | 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096959.D

Aca On = 21 Jul 2017 22:19

Operator : SJ/JU

Sample : 14358-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 3 9-Hexadecenoic acid, methyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.40 2.64 ng 54497 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 72
2 9-Dodecenoic acid. methvl ester.... 212 C13H2402 055030-26-7 59
3 Oxiraneundecanoic acid. 3-pentvl... 312 C19H3603 038520-30-8 50
4 4-Nonenoic acid. methyl ester 170 C10H1802 020731-19-5 38
5 Nonanedioic acid, dimethyl ester 216 C11H2004 001732-10-1 38

Abundance Scan 1600 (11.398 min): BF096959.D (-1597) (-) m/z 55.05 100.00%

5000

152.0 1942  236.2 11.00 11.20 11.40 11.60 11.80
m/z 41.05 66.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
.0

I
11.00 11.20 11.40 11.60 11.80

m/z 74.10 57 .61%
1100 4550 1040 2360 1
268.0

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41.0
R o S R
74.0 11.00 11.20 11.40 11.60 11.80
0
5000 m/z 69.00 37 .56%
97.0

138.0 180.0 2120

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

Abundance #154818: Oxiraneundecanoic acid, 3-pentyl-, methyl ester, cis Pttt Tt .’f,\. L. fFr T
11.00 11.20 11.40 11.60 11.80

m/z 87.10 36.13%

50007 29. 87.0

127.0 183.0
155.0

227.0  264.0 294.0
T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096959.D

Aca On = 21 Jul 2017 22:19

Operator : SJ/JU

Sample : 14358-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 4 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.47 34.38 ng 709640 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 90
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 90
Abundance Scan 1612 (11.469 min): BF096959.D (-1609) (-) m/z 74.00 100.00%
74.0
5000 430
143.1 DAL SN B
101.0 1711 227.2 11.20 11.40 11.60 11.80
,....','...~‘!||, AT | 1711 1992 R 2703 o "Tg7 00 72.38%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119407: Hexadecanoic acid, methy! ester
74.0
5000 L B UL B B
430 11,20 11.40 11.60 11.80
0
‘ ‘ 670 143.0 1350 9970 270.0 m/z 43.05 51.03%
Rl T o N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
11,20 11.40 11.60 11.80
5000 43.0 m/z 55.00 37.92%
97.0 143.0 185.0 228 0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate R EAEEE e
74.0 11.20 11.40 11.60 11.80
m/z 41.10 36.49%
5000
43.0
Lol il 1100019102430 471 180, 2420
mz-> 20 Jo 60 éo 100 120 150 160 180 200 220 250 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096959.D

Aca On = 21 Jul 2017 22:19

Operator : SJ/JU

Sample : 14358-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 5 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.16 31.29 ng 645839 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 97
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 94
4 11-Octadecvnoic acid. methvl ester 294 C19H3402 026543-37-3 92
5 12,15-0Octadecadienoic acid, meth... 294 C19H3402 057156-97-5 91

Abundance Scan 1730 (12.163 min): BF096959.D (-1725) (-) m/z 55.05 100.00%

0 81.1

5000

_%

11.80 12.00 12.20 12.40
m/z 67.00 93.28%

164.1 19720 220.2 262.2 2943
rrrrrle

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

Fzggr

5000 Ty [t rrrrrrrrrr T
11.80 12.00 12.20 12.40
m/z 81.10 80.90%
I, 1) 1230 149.0 1780 262.0 294.0
P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
410 670
T e e
11.80 12.00 12.20 12.40
5000 95.0 m/z 41.05 73.80%

1230 150.0 1789 000 2630 2940

Twmwmﬁmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester R A RARRE R
11.80 12.00 12.20 12.40

m/z 95.05 58.37%

L

5000

123.0 150.0

E:zzgézzz

178.0 223.0 263.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096959.D

Aca On = 21 Jul 2017 22:19

Operator : SJ/JU

Sample : 14358-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 12-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.18 81.35 ng 1679160 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 98
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 94
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 93

Abundance Scan 1733 (12.180 min): BF096959.D (-1730) (-) m/z 55.10 100.00%

1

5000

%

111.1 BEREEEEE e e ]
137.1 180.2 222.3 264.3 11.80 12.00 12.20 12.40

29%.2 m/z 41.10 63.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester

~—

5000

ll.ISO 12.I00 12!20 12.I40
m/z 69.10  54.40%

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

55.0

.

A

11.80 12.00 12.20 12.40
5000 87.0 m/z 43.10 54 _02%

. 264.0
29.0 111.0

1380 1800 2220 296.0

Wmmm@mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester REassmasEEEES S Sy L
.0 11.80 12.00 12.20 12.40
m/z 74.05 47.81%

_éiii:===_

5000

29.0 264.0

111.0
1380  180.0  222.0

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096959.D

Aca On = 21 Jul 2017 22:19

Operator : SJ/JU

Sample : 14358-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 8 unknownl12.91 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.91 3.19 ng 103128 Chrysene-di12 13.69

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 47
2 cis-11-Eicosenoic acid 310 C20H3802 005561-99-9 38
3 Oxiraneundecanoic acid. 3-pentvl... 312 C19H3603 038520-30-8 38
4 trans-2-Dodecen-1-ol. pentafluor... 330 C15H23F502 1000352-26-1 38
5 cis-13-Eicosenoic acid 310 C20H3802 017735-94-3 38

Abundance Scan 1857 (12.910 min): BF096959.D (-1852) (-) m/z 55.00 100.00%

5000

292.2 12.60 12.80 13.00 13.20
m/z 41.00 66 .50%

49.1 1g1.1 208.1

250.2

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

5000

12!60 12.I8O 13.IOO 13!20
m/z 43.00 60.20%

180.0 222.0 264.0 296.0

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R o
12.60 12.80 13.00 13.20
5000 83.0 m/z 69.00 46.50%
90,0 111.0
13801650 2080 2500 2220

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

Abundance #154818: Oxiraneundecanoic acid, 3-pentyl-, methyl ester, cis R REEEEEEm
12.60 12.80 13.00 13.20

m/z 83.05 41 _.53%

5000

127.0 183.0
155.0

227.0  264.0 294.0
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096959.D

Aca On = 21 Jul 2017 22:19

Operator : SJ/JU

Sample : 14358-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 9 unknownl13.09 Concentration Rank 10

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

13.09 2.96 ng 95728 Chrysene-di12 13.69

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.5-Octadiene. 3.4.5.6-tetramethvl- 166 C12H22 247797-85-9 20

2 1.17:3".1""-Tercvclopentane 206 C15H26 006051-40-7 12

3 1.5-Hexadiene. 2.5-dipropvl- 166 C12H22 1000158-33-4 11

4 Cvclohexanemethanol. 4-methvl-., ... 128 C8H160 003937-48-2 10

5 7-Bromo-1-heptanol, benzyldimeth... 342 C16H27BrOSi 1000376-04-9 10
Abundance Scan 1888 (13.092 min): BF096959.D (-1884) (-) m/z 55.00 100.00%

58.0
5000

97.0 137.1
167.1

12.80 13.00 13.20 13.40

1911 211.2 234.1
m/z 41.05 52.42%

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

Abundance #35191: 2,5-Octadiene, 3,4,5,6-tetramethyl-
41.0 137.0
95.0
5000 LA L L L L LB
69.0 12.80 13.00 13.20 13.40
‘ m/z 137.10 38.72%
166.0
0 2.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41.0
67.0
95.0 137.0 12.80 13.00 13.20 13.40
5000 m/z 69.10 37.48%
115.0 163.0 206.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35182: 1,5-Hexadiene, 2,5-dipropyl- O B .
55.0 81.0 12.80 13.00 13.20 13.40
m/z 97.05 37.39%
5000
29.0 123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 80 13. 00 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096959.D

Aca On = 21 Jul 2017 22:19

Operator : SJ/JU

Sample : 14358-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 11 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.47 3.10 ng 89416 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
4 Heptacosane 380 C27H56 000593-49-7 80
5 Hentriacontane 437 C31H64 000630-04-6 80

Abundance Scan 2292 (15.468 min): BF096959.D (-2289) (-) m/z 57.00 100.00%

57.0

5000

232.1 266.0 299.2 3423 15.20 15.40 15.60 15.80
m/z 43.10 68.65%

m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57.0
5000 85.0 IIIIIIII IIIIIIII L
15.20 15.40 15. 60 15. 80
90,0 1130 m/z 71.10 56.76%
T e S B T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
A B
15.20 15.40 15.60 15.80
5000 85.0 m/z 85.10 42.55%
29.0
113.0141.0169.0197.02250  268.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R EEEEE RS
57.0 15.20 15.40 15.60 15.80
m/z 55.00 27 .82%
5000 85.0
113.0 2390
i “‘ | | [ 141.0169.0197.0 267.0294.0 323.0352.0
m/z--> 50 100 150 200 250 300 350 15.20 15. 40 15. 60 15. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072117\
Data File : BF096959.D

Acq On = 21 Jul 2017 22:19

Operator : SJ/JU

Sample - 14358-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_M
Quant Title : 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 .32 6.32 14.6 ng 457765 1 6.56 629092 20.0
9-Hexadecenoic ac... 11.40 2.6 ng 54497 4 11.06 412848 20.0
Hexadecanoic acid... 11.47 34.4 ng 709640 4 11.06 412848 20.0
9,12-Octadecadien... 12.16 31.3 ng 645839 4 11.06 412848 20.0
12-Octadecenoic a... 12.18 81.3 ng 1679160 4 11.06 412848 20.0
unknownl12.91 12.91 3.2 ng 103128 5 13.69 645738 20.0
unknown13.09 13.09 3.0 ng 95728 5 13.69 645738 20.0
Heneicosane 15.47 3.1 ng 89416 6 15.05 576848 20.0
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