LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\

Data File : BF100555.D

Aca On : 14 Nov 2017 20:57 Instrument :

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

3?ggle - 16307-03 10X Ei e

ALS Vial : 20 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 5.492 575 579 582 rBV 208508 185536 2.87% 0.854%
2 6.498 746 750 754 rBV 230673 189762 2.93% 0.874%
3 6.645 772 775 779 rVB 239044 193315 2.99% 0.890%
4 6.886 812 816 819 rVB 740260 644591 9.96% 2.968%
5 7.039 837 842 845 rBV 187039 156177 2.41% 0.719%
6 7.439 907 910 913 rBV 125301 95919 1.48% 0.442%
7 8.139 1027 1029 1031 rBV 70185 76084 1.18% 0.350%
8 8.169 1031 1034 1037 rVvVv 854875 755654 11.68% 3.479%
9 8.751 1130 1133 1137 rBV 122940 98088 1.52% 0.452%
10 9.233 1212 1215 1220 rVB 209550 185515 2.87% 0.854%

11 9.316 1225 1229 1232 rBV 158281 136817 2.11% 0.630%
12 9.633 1279 1283 1286 rBv4 77706 100339 1.55% 0.462%
13 9.845 1316 1319 1322 rVB 172825 136689 2.11% 0.629%
14 9.922 1328 1332 1335 rVB 746304 656358 10.14% 3.022%
15 10.339 1398 1403 1406 rBV 171616 168308 2.60% 0.775%

16 10.563 1437 1441 1443 rBV 58750 71168 1.10% 0.328%
17 10.704 1463 1465 1468 rVB 95100 68022 1.05% 0.313%
18 10.816 1481 1484 1489 rBV 195203 201435 3.11% 0.928%
19 11.263 1557 1560 1562 rBV 167950 121165 1.87% 0.558%
20 11.292 1562 1565 1572 rVB 64979 80558 1.24% 0.371%

21 11.404 1581 1584 1587 rBV 757816 630837 9.75% 2.905%
22 11.692 1630 1633 1635 rBV 117374 105130 1.62% 0.484%
23 11.792 1646 1650 1653 rBV 2560148 2128448 32.89% 9.801%
24 12.098 1698 1702 1707 rBV 99381 101749 1.57% 0.469%
25 12.486 1763 1768 1770 rBV 4970577 6471533 100.00% 29.799%

26 12.510 1770 1772 1777 rVV2 4209075 3848332 59.47% 17.720%
27 12.580 1781 1784 1788 rBV 1137926 1025933 15.85% 4.724%
28 12.616 1788 1790 1796 rBV2 81415 140951 2.18% 0.649%
29 12.821 1821 1825 1827 rBV 124509 122094 1.89% 0.562%
30 12.851 1827 1830 1837 rVB2 95527 121468 1.88% 0.559%

31 12.986 1850 1853 1856 rBV 220184 180012 2.78% 0.829%

32 13.063 1862 1866 1869 rBV2 63477 90128 1.39% 0.415%
33 13.180 1881 1886 1889 rVV3 157849 253630 3.92% 1.168%
34 13.216 1889 1892 1893 rVV 77201 80453 1.24% 0.370%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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
35 13.227 1893 1894 1901 rVB2 96754 83337 1.29% 0.384%

36 13.304 1904 1907 1911 rBV 125446 122078 1.89% 0.562%
37 13.727 1976 1979 1983 rVB2 75355 107439 1.66% 0.495%
38 13.974 2018 2021 2026 rVB 143438 120845 1.87% 0.556%
39 14.045 2029 2033 2036 rBV 787828 727198 11.24% 3.348%
40 14.498 2105 2110 2115 rBV4 54515 118380 1.83% 0.545%

41 14.933 2179 2184 2192 rBV 228801 321821 4.97% 1.482%
42 15.521 2279 2284 2293 rVB 370072 494124 7.64% 2.275%

Sum of corrected areas: 21717420
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Data Path
Data File

Aca On
Operator
Sample
Misc
ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

14 Nov 2017 20:57

U

16307-03 10X

- SJ/J

20

TIC Library :

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\
BF100555.D

Abundance

5000000
4000000
3000000

2000000

1000000

TIC: BF100555.D

5.49

6.89

6.50.65 A 7.04 7.44

0
Time-->

2.50

3.00

3.50 4.00 4.50

5.00

5.50

6.00

6.50

7.00 7.50

Abundance
5000000

4000000

3000000

2000000

1000000

9.92

TIC: BF100555.D

9882 g3 9.8% 10.341 991982

11.40

11.79

11.64

12.10
A

12149
12.51

2.58

62122688 132418280

0
Time-->

9.00 9.50

10.00

10.50 11.00

11.50

12.00

12.50 13.00 13.50

Abundance

5000000
4000000
3000000

2000000

1000000

14.04

3. 73 13.

14.50

14.93 15.52

TIC: BF100555.D

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\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 1 unknown6.65 Concentration Rank 8

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

6.65 6.00 ng 193315 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 776 (6.651 min): BF100555.D (-772) (-) m/z 132.00 100.00%
132.0
5000
68.0
00 540 || g0 96.1 640 660 6.80 7.00
Obrrprrrr et e S o b bl | M/Z 68.00  34.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o el o o b
10 550 o %0 70 m/z 134.00 32.20%
0|||||||||||||||||‘||‘||||‘|‘|‘||||‘|‘=l‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||"lll -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.00 21.48%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole et e e e
132.0 6.40 6.60 6.80 7.00

m/z 69.05 13.54%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 3 Tetradecane Concentration Rank 12

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

9.32 4_.17 ng 136817 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Dodecane 170 C12H26 000112-40-3 83

Abundance Scan 1230 (9.322 min): BF100555.D (-1225) (-) m/z 57.05 100.00%
5%.0

5000
R BB ARE N R
39 1111 1450 4737 9.00 9.20 9.40 9.60
01 m/z 43.05 75.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57.0
5000 850 LA L L L L L L LB B |
9.00 9.20 9.40 9.60
200 m/z 71.05 54.66%
0 \‘ ‘ ‘ | R A 1130 1410 169.0 1980
.”,.”.,”.w..”,.”.,”....” R R AREERE SR
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
N AESARRE SRR TR RS
9.00 9.20 9.40 9.60
5000 m/z 41.05 36.02%
85.0
29.0
0 113.0  141.0 1690 226.0
T T T T T e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane e A REEEEEaS
57.0 9.00 9.20 9.40 9.60
m/z 85.05 35.00%
5000 85.0
29.0
0 \‘ ‘ H ol 1130 141.0  169.0 212.0 A
...“...“...“...“...“...................“...“... R A AEmammasss
m/z--> 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 4 Pentadecane Concentration Rank 13

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

9.85 4_.17 ng 136689 Acenaphthene-d10 9.92
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 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 1320 (9.851 min): BF100555.D (-1316) (-) m/z 57.05 100.00%
57.0
5000 85.1
o | | | jues Y "9 ok 10,00 1020
O R i e am E E m/z 43.00 61.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0
5000 L LI I BRI B
85.0 9.60 9.80 10.00 10.20
29.0 m/z 71.05 49.11%
0 \‘ ‘ H fh ol 113 0 \ 141 0 169 0 212.0
m/z--> ' ' éo 8b 160 150 140 160 180 260 250
Abundance
57.0
" 9.60 9.80 10.00 10.20
5000 m/z 85.10 43.79%
85.0
29.0
0 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250
Abundance #48835: Tridecane AR RS S e
57.0 9.60 9.80 10.00 10.20
m/z 41.00 25.45%
5000
85.0
29.0
0 | ‘\ H oy I 1130 . 141 0 1840
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 9%0 980 1000 1020
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 5 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.34 5.13 ng 168308 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonadecane 268 C19H40 000629-92-5 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
Abundance Scan 1403 (10.339 min): BF100555.D (-1398) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1 10.00 10.20 10.40 10.60
ol i 42107t 2022 m/z 43.05 70.86%
m/z--> 50 100 150 200 250 300
Abundance #83025: Hexadecane
57.0
5000 IUNNUMUNUEBRUARR RS
85.0 10.00 10.20 10.40 10.60
20.0 : m/z 71.05 51.35%
0 ‘ “‘ L | ‘ 113.0141.0169.0 197.0 226.0
m/z--> éo 160 150 200 250 360
Abundance
57.0
10,00 10.20 10.40 10.60
5000 85.0 m/z 85.10 32.95%
29.0
o 113.0 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> éo 160 1%0 260 2éo 360
Abundance #141425: Heneicosane LI L L L N B
57.0 10.00 10.20 10.40 10.60
m/z 41.05 29.13%
5000 85.0
29.0
. | I | [M30141.0160.0197.0 22502530 296.0
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 10.'00 10.'20 10.'40 10.|60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 7 Tetracosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.26 3.84 ng 121165 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 1560 (11.263 min): BF100555.D (-1557) (-) m/z 57.10 100.00%
57.1
5000 851
13. 1141 1 11.00 11.20 11.40 11.60
oA ud fPMY te0 ' L7 43.05  68.06%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 L B B IR AU
85.0 1100 11.20 11.40 11.60
29.0 m/z 71.10 56.92%
‘ 13.0
o ‘ h\h‘h 1130 155.0183.0 225.0253.0 2950 338.0
m/z--> 50 160 1éo 260 2éo 360 3éo
Abundance
57.0
'11.00 11.20 11.40 11.60
5000 m/z 85.10 37.15%
85.0
29.0
0 113.0 155.0183.0 226.0
miz> b ao  ab 2 ab o )
Abundance #202662: Heptacosane e REaEm e e
57.0 11.00 11.20 11.40 11.60
m/z 41.05 28.40%
5000
85.0
0 2900 | | | 1130 15501830 22502530 29503230 3800 |
m/z--> 50 1(')0 1éo 2(')0 2éo 3(')0 350 11'00 11. 20 11. 40 11|60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 8 Heptacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.69 3.33 ng 105130 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1633 (11.692 min): BF100555.D (-1630) (-) m/z 57.05 100.00%
57.0
5000 h
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—v—
\ 91 11 11.40 11.60 11.80 12.00
ot b g 0 m/Z 43.10 66.08%
m/z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000
11.40 11.60 11.80 12.00
m/z 71.10 60.27%
0 270 | | | 93'0“ 141.0 183.0 2250 267.0  323.0 380.0
m/z--> 0 50 100 150 200 250 300 350
Abundance
57.0
11.40 11,60 11.80 12.00
5000 m/z 85.10 40.73%
99.0
0 27,0 141.0 183.0 2250254.0
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane A e LR
57.0 11.40 11.60 11.80 12.00
m/z 41.00 28.78%
5000
99.0
0 270/ | | 717 1410 1830 2250 267.0296.0
m/z--> 0 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 9 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.79 67.48 ng 2128450 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 93
3 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 90
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1650 (11.792 min): BF100555.D (-1646) (-) m/z 74.05 100.00%
74.0
5000 43.0
| ‘ o713 227.2 11.40 11.60 11.80 12.00 12.20
185.2 - - - - -
0 ...,....-,'...:||,.~.l'..,':~...,...1.2,1..1..,|...1.‘,3?.’s.,.-...-,...., b 2931 sz 87.10  72.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 SRR SULILE BN BN I
43.0 11040 11.60 11.80 12.00 12.20
143.0 m/z 43.05 37.81%
miz> % 4 60 80 100 150 140 180 '1'86' iy 'éic')' P
Abundance
74.0
AR RARAUABAA R
11.40 11.60 11.80 12.00 12.20
5000 43.0 m/z 55.05 28.96%
0 9701170 130 1850 2270 2700
mewﬁwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72688: Dodecanoic acid, methy! ester REEENEEEEE L E s e
74.0 11.40 11.60 11.80 12.00 12.20
m/z 41.10 26 .85%
5000
43.0
143.0
171.0
o150, e | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 10 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.49 205.17 ng 6471530 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 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
Abundance Scan 1769 (12.492 min): BF100555.D (-1763) (-) m/z 67.10 100.00%

67.1
41.0
5000
12311601 |0 0 2633 45 | 1220 1240 1260 1260

o} m/z 81.10 88.62%

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

—

5000 LN L L L L L B L LB
12.20 12.40 12.60 12.80
m/z 55.05 75.86%
. I, 123.0 1490 41750 262.0 294.0
el
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
410 670
TS e
12.20 12.40 12.60 12.80
5000 6.0 m/z 95.05 61.99%

1230 1500 1789 9300 2630 %0
04

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

i

Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester BN R
12.20 12.40 12.60 12.80
m/z 41.05 59.77%
5000
294.0
. 178.0 220.0 263.0

1 I 1 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 11 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.51 122.01 ng 3848330 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 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 95
3 8-Octadecenoic acid. methvl ester 296 C19H3602 002345-29-1 91
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 91
5 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 91

Abundance Scan 1772 (12.510 min): BF100555.D (-1770) (-) m/z 55.10 100.00%

5000

_;EIZEE;?

12.20 12.40 12.60 12.80
m/z 41.10 68.00%

04
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

éi::Eéér

5000

I I 1 I
29.0 12.20 12.40 12.60 12.80

111.0 m/z 79.10 59.78%
. 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 N N REmas s
12.20 12.40 12.60 12.80
5000 m/z 69.10 58.88%
83.0
264.0
111.0 137.0 180.0 222.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141273: 8-Octadecenoic acid, methyl ester e RS L
12.20 12.40 12.60 12.80
m/z 67.10 52 .35%

_;;::EE==,

5000

—

T T I I
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 : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 12 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.58 32.53 ng 1025930 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 96
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 94
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 94
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
Abundance Scan 1784 (12.580 min): BF100555.D (-1781) (-) m/z 74.00 100.00%
74.0
5000 43.1
12.20 12.40 12.60 12.80
o} m/z 87.00 73.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143129: Methy| stearate
74.0 /K
5000 T ---J AU R
43.0 12.20 12.40 12.60 12.80
143.0 2550 298.0 m/z 43.10 40.68%
e terer et S0, 1500 2270 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
AR AR RN RARRE A
12.20 12.40 12.60 12.80
5000 m/z 55.10 29 .59%
28.0
143.0 255.0 298.0
. 51.0 101.0 171.0 1990 o0 ¢
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107597: Pentadecanoic acid, methy! ester REamEEEEEE RS Ss Ry o
74.0 12.20 12.40 12.60 12.80
m/z 41.05 26.26%
5000
43.0
RECLH RC 1850 230 2560
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 2éo 280 300 12,20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 14 9,12-Octadecadienoic acid (... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.82 3.36 ng 122094 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
3 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 96
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 94
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 94
Abundance Scan 1825 (12.821 min): BF100555.D (-1821) (-) m/z 67.00 100.00%

12. 60 12. 80 13. OO 13.20

67.0
5000 , '

0 m/z 81.05 78.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0
5000 LA L L L L L L LB LB
12. 60 12. 80 13. OO 13. 20
204.0 m/z 95.05 53.88%
. 178.0 220.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
95.0 1260 12.80 13.00 13.20
5000 m/z 55.00 46 .66%

294.0
1230 1500 1780 ,50o 2630
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate

12.60 12.80 13.00 13.20
m/z 41.05 40.92%

- 294.0
123.0 1500 176 000 2620

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20

5000
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 16 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.18 6.98 ng 253630 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 91
2 9.12.15-Octadecatrienoic acid. m... 292 C19H3202 000301-00-8 64
3 Methvl 6-cis.9-cis.ll-trans-octa... 292 C19H3202 1000336-37-7 64
4 Bicvclol2.2.1Theptane. 7.7-dimet... 136 C10H16 000471-84-1 58
5 3-Methylene-1,6-heptadiene 108 C8H12 016626-48-5 43
Abundance Scan 1886 (13.180 min): BF100555.D (-1881) (-) m/z 79.10 100.00%
1

5000

12.80 13.00 13.20 13.40
m/z 93.05 97.33%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate

292.0

5000

12!80 13.I00 13!20 13.I40
m/z 91.05 90.48%

189.0 221.0 261.0

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
79.0
MG i
41.0 108.0 12.80 13.00 13.20 13.40
5000 ' m/z 55.00 56.97%
135.0 292.0
15.0 164.0 191.0 236.0 263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #138078: Methyl 6-cis,9-cis, 11-trans-octadecatrienoate A B o
12.80 13.00 13.20 13.40

m/z 77.00 53.50%

5000

05.0 292.0
135.0 175.0

222.0 249.0
e A EE e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 17 Heptadecanoic acid, methyl ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.30 3.36 ng 122078 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 94
2 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 93
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
4 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 91
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87

Abundance Scan 1906 (13.298 min): BF100555.D (-1904) (-) m/z 74.00 100.00%

74.0

5000
69.1 202.1 241.2 269.2 3021 13.00 13.20 13.40 13.60
0 : m/z 87.00 70.88%
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 13.00 13.20 13.40 13.60
284.0 m/z 43.10 45.97%
‘ ‘ 101 0 143.0 85.0 241.0
Oheregertrret bbbt e B0 L bt et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
R R R
430 13.00 13.20 13.40 13.60
5000 m/z 41.00 30.99%
143.0
326.0
o 15.0 101.0 171.0 199.0 227.0 255.0 283.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester R R R
74.0 13.00 13.20 13.40 13.60
m/z 55.00 30.14%
5000
43.0
143.0 284.0
241.
101 0 185. O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 00 13. 20 13. 40 13. 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 18 Docosanoic acid, methyl ester Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.97 3.32 ng 120845 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 98
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 93
3 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 83
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 83
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83

Abundance Scan 2020 (13.968 min): BF100555.D (-2018) (-) m/z 74.05 100.00%
74.0
so00] 431
A A
3.1 15060 1950 1400 1420
185.1 255.1282.1 311.3 ) : : : :
o 231 2821 $331 Tw/z 87.00  74.43%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74.0
43.0
5000
13.60 13.80 14.00 14.20
m/z 43.10 50.29%
143.0 354.0
o220 ““ || 1910 | 1710199.0227.0255.0283.03110 ]
m/z--> 55 160 150 260 250 360 3éo
Abundance
74.0
13.60 13.80 14.00 14.20
5000 m/z 55.00 33.06%
43.0
143.0
312.0
o150 101.0 171.0199.0227.0 2690
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #50090: Decanoic acid, methy! ester L BT o e
74.0 13.60 13.80 14.00 14.20
m/z 75.10 27 .30%
5000
43.0 143.0
101.0
01.5'.0”. JIJI L\\Imlhl\llwll ‘..1.86.'0|.... e B W A O W | N
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 19 1-Trifluorosilyltridecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .50 3.26 ng 118380 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Trifluorosilvltridecane 268 C13H27F3Si 1000217-08-2 66
2 Nonadecane. 1-chloro- 302 C19H39ClI 062016-76-6 62
3 Heneicosane 296 C21H44 000629-94-7 50
4 Dodecane 170 C12H26 000112-40-3 50
5 Tridecane 184 C13H28 000629-50-5 50
Abundance Scan 2110 (14.498 min): BF100555.D (-2105) (-) m/z 57.05 100.00%
57.0
5000
184.1 50g 1 2341 262.1 14.20 14.40 14.60 14.80
Obrrrprerdfi m/z 43.00 68.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116968: 1-Trifluorosilyltridecane
43.0
5000 71.0 U LI B A S
14.20 14.40 14.60 14.80
1270 m/z 71.05 62.93%
0 “ “ ‘990 ‘1550 1830 2250 2680
m/z--> 20 40 eb éo 100 150 140 160 180 200 220 240 260 280 300
Abundance
57.0
14.20 14.40 14.60 14.80
5000 m/z 55.00 46.84%
29.0 85.0

1110 147.0 175.0 203.0 231.0 259.0  302.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane R R R
57.0 14.20 14.40 14.60 14.80
m/z 85.10 36.77%
5000 85.0
29.0
. | ‘ | 130 1410 160.0 197.0 225.0 2530 296.0
e et e e e e e e B R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100555.D

Aca On : 14 Nov 2017 20:57

Operator : SJ/JU

Sample : 16307-03 10X

Misc :

ALS Vial : 20 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 20 N,N-Dimethyloctylamine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.93 13.03 ng 321821 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
2 l-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
3 Isothiazole-4-carbonitrile. 3.5-... 316 C12H20N4S3 340816-58-2 64
4 N.N-Dimethvl-2-cvclohexvloxvethv... 171 C10H21NO 071126-60-8 64
5 Cyclobutanecarboxylic acid, 2-di... 171 C9H17NO2 1000331-08-6 64
Abundance Scan 2183 (14.927 min): BF100555.D (-2179) (-) m/z 58.05 100.00%
58.0
5000
1571 14.60 14.80 15.00 15.20
ol by 820 1291007 19912321 2671 307.3 3634 2775705 6.55%
m/z--> 50 100 150 200 250 300 350
Abundance #29184: N,N-Dimethyloctylamine
58.0
5000
14.60 14.80 15.00 15.20
m/z 55.10 5.90%
2?.0% L 114'0 15\7.0
m/z--> ' s0 100 150 200 250 300 350
Abundance
58.0
14.60 14.80 15.00 15.20
5000 m/z 58.95 5.63%
ol18.0 100.0129.0157.0
m/z--> 50 100 150 200 250 300 350
Abundance #157551: Isothiazole-4-carbonitrile, 3,5-bis[(2-dimemhylam...
58.0 14.60 14.80 15.00 15.20
m/z 41.10 4._74%
5000
0 L | §90.0 129.01580186.02150 2580  315.0
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA_ F\DATA\BF111417\

Data File : BF100555.D

Acq On : 14 Nov 2017 20:57 Instrument :
Operator : SJ/JU BNA_F

Sample : 16307-03 10X ClientSampleld :
Misc - EO-02-111017-B
ALS Vial : 20 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 .65 6.65 6.0 ng 193315 1 6.89 644591 20.0
Tetradecane 9.32 4.2 ng 136817 3 9.92 656358 20.0
Pentadecane 9.85 4.2 ng 136689 3 9.92 656358 20.0
Hexadecane 10.34 5.1 ng 168308 3 9.92 656358 20.0
Tetracosane 11.26 3.8 ng 121165 4 11.40 630837 20.0
Heptacosane 11.69 3.3 ng 105130 4 11.40 630837 20.0
Hexadecanoic acid... 11.79 67.5 ng 2128450 4 11.40 630837 20.0
9,12-Octadecadien... 12.49 205.2 ng 6471530 4 11.40 630837 20.0
9-Octadecenoic ac... 12.51 122.0 ng 3848330 4 11.40 630837 20.0
Methyl stearate 12.58 32.5 ng 1025930 4 11.40 630837 20.0
9,12-Octadecadien... 12.82 3.4 ng 122094 5 14.04 727198 20.0
Methyl 9.cis.,11.... 13.18 7.0 ng 253630 5 14.04 727198 20.0
Heptadecanoic aci... 13.30 3.4 ng 122078 5 14.04 727198 20.0
Docosanoic acid, ... 13.97 3.3 ng 120845 5 14.04 727198 20.0
1-Trifluorosilylt... 14.50 3.3 ng 118380 5 14.04 727198 20.0
N,N-Dimethyloctyl... 14.93 13.0 ng 321821 6 15.52 494124 20.0
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