LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318.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 2.263 25 30 37 rvB 78513 105244 1.75% 0.496%
2 5.569 589 592 612 rBV 415290 450356 7.49% 2.124%
3 6.569 759 762 779 rBV 406089 519514 8.64% 2.450%
4 6.722 784 788 795 rBV 580524 508999 8.47% 2.400%
5 6.951 824 827 834 rBV 654734 602866 10.03% 2.843%
6 7.110 850 854 865 rVB 402503 385590 6.41% 1.818%
7 7.516 919 923 932 rBV 255641 305128 5.08% 1.439%
8 8.240 1042 1046 1051 rBV 727831 702311 11.68% 3.312%
9 8.810 1138 1143 1148 rBV 68807 69329 1.15% 0.327%
10 9.310 1224 1228 1236 rBV 533206 526480 8.76% 2.483%
11 9.375 1236 1239 1244 rVB 115875 97503 1.62% 0.460%

12 9.698 1290 1294 1299 rBV2 87515 114460 1.90% 0.540%
13 9.904 1324 1329 1333 rBvV 141848 121095 2.01% 0.571%
14 9.998 1341 1345 1350 rBV 763344 718098 11.94% 3.386%
15 10.404 1410 1414 1417 rBV 182137 144603 2.41% 0.682%

16 10.622 1447 1451 1454 rBV 66974 83466 1.39% 0.394%
17 10.786 1476 1479 1488 rBV 212263 245649 4._.09% 1.158%
18 10.875 1492 1494 1504 rVB 162145 208215 3.46% 0.982%
19 11.328 1567 1571 1573 rBV 138073 111797 1.86% 0.527%
20 11.486 1592 1598 1601 rBV 629289 607023 10.10% 2.862%

21 11.751 1640 1643 1646 rBV 121393 93547 1.56% 0.441%
22 11.857 1657 1661 1664 rBV 2183028 1748510 29.08% 8.245%
23 12.163 1710 1713 1715 rBV 84747 80590 1.34% 0.380%

24 12.551 1774 1779 1781 rBV 5352309 6011998 100.00% 28.350%
25 12.575 1781 1783 1789 rVV2 3857845 3463262 57.61% 16.331%

26 12.645 1792 1795 1799 rVvVv 823537 712822 11.86% 3.361%
27 12.704 1800 1805 1814 rVvVv 177396 242489 4._.03% 1.143%
28 12.922 1839 1842 1843 rBV2 77402 73922 1.23% 0.349%
29 12.939 1843 1845 1850 rVB 135761 125497 2.09% 0.592%
30 13.069 1863 1867 1870 rBV 367652 324634 5.40% 1.531%

31 13.369 1914 1918 1921 rBV 95275 94344 1.57% 0.445%
32 14.039 2029 2032 2037 rBV2 72787 78254 1.30% 0.369%
33 14.133 2043 2048 2051 rBV 581302 607044 10.10% 2.863%
34 14.569 2118 2122 2125 rBV2 77052 89419 1.49% 0.422%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.886 2172 2176 2180 rBvV 58908 73195 1.22% 0.345%
36 15.016 2194 2198 2206 rVB 98404 137578 2.29% 0.649%
37 15.233 2233 2235 2239 rVB 85631 89147 1.48% 0.420%
38 15.663 2304 2308 2318 rVB 267372 389081 6.47% 1.835%
39 16.086 2377 2380 2386 rVB 55369 75852 1.26% 0.358%
40 16.621 2467 2471 2475 rVB3 40640 67583 1.12% 0.319%

Sum of corrected areas: 21206494
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318 .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: BF110476.D
5000000

4000000

3000000

2000000

1000000

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF110476.D

5000000
4000000 12.57

3000000

11.86
2000000

1000000 8.24 10.00 1140 12.65

9.31 13.07
8.81 9.37 9.709.9 10.40, 4 5101087 11.33}L 11.7 12.16 7042,

L e R e e e e L S e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF110476.D

5000000
4000000
3000000
2000000

1000000 1413

15.66
.37 14.0. 1457 1488021523 " 16.09 16.62

T
18.00 18.50

e —————————— L £L__ e

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 12

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

2.26 3.49 ng 105244 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 29 (2.258 min): BF110476.D (-25) (-) m/z 73.10 100.00%
741
5000 43.0
550 87.1
| 2.202.30 2.40 2.50 2.60 2.70
rerprrerpreer e b e e Mz 43.00 42.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
430 2.202.30 2.40 2.50 2.60 2.70
- 55.0 87.0 m/z 55.00 29.03%
29.0
R R R R A AR R A RN RS SRS LARAS SRS LARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.202.30 2.40 2.50 2.60 2.70
5000 41.0 55.0 m/z 87.10 24 _97%
29.0
...,....,...Mhn...h:.k.,.ulan.. ..J.:.. b 20 1290
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #734: N-Ethylformamide
3d.0 2.202.30 2.40 2.50 2.60 2.70
73.0 m/z 40.95 14.19%
5000
440 580
w0
| | i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.72 Concentration Rank 5

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

6.72 16.89 ng 508999 1,4-Dichlorobenzene-d4 6.95

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16

4 5-Aminoindole 132 C8H8N2
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12

005192-03-0 16
028749-81-7 9

Abundance Scan 788 (6.722 min): BF110476.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
R R ARERER s
40.0 54.0 %.0 6.40 6.60 6.80 7.00
N m/z 68.10 37.37%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00
0
310 5L0 m/z 134.00 32.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
e R AR EE
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.79%
41.0 97.0
‘ ‘ 117.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 _.45%
74.0
5000 98.0 116.0
SN A RER I Y S -
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tetradecane Concentration Rank 18

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

9.37 2.72 ng 97503 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Tridecane. 6-methyl- 198 C14H30 013287-21-3 91
3 Hexadecane 226 C16H34 000544-76-3 87
4 Tridecane 184 C13H28 000629-50-5 86
5 Dodecane 170 C12H26 000112-40-3 86

Abundance Scan 1238 (9.369 min): BF110476.D (-1236) (-) m/z 57.05 100.00%
5%.0

5000

9.00 9.20 9.40 9.60 9.80
m/z 43.05 85.20%

05.0 126.1 145.1 174.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
57.0

5000

900 9.20 940 9.60 980
m/z 71.10 47 .01%

113.0 141.0 198.0

169.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59895: Tridecane, 6-methyl-
57.0
O AR REEEEEE e
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.10 37 .86%
29.0 ‘ 8.0 126.0
S A S G T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane A B e
57.0 9.00 9.20 9.40 9.60 9.80
m/z 85.05 27 .69%
5000
85.0
29.0
\‘ A \ L 113.0 141 0 169 0 226.0
R AL e e e o e e LA M e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexadecane Concentration Rank 14

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

9.90 3.37 ng 121095 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Undecane 156 Cl11H24 001120-21-4 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 1328 (9.898 min): BF110476.D (-1324) (-) m/z 57.05 100.00%
5%.0
5000
123.1 193.1 9.60 9.80 10.00 10.20
1450 1721 m/z 43.05  74.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
5000 RS SR AR
9.60 9.80 1000 1020
29.0 m/z 71.10 50.72%
1L 1130 1410 169.0 226.0
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0
'9.60 9.80 10.00 10.20
0
5000 g5.0 m/z 41.05 36.77%
29.0
\‘ ‘ ol 113 0 \ 14‘:" 0 169 0 212.0
m/z--> ' ' éo 8b 160 150 140 160 180 260 250
Abundance #59881: Tetradecane R EREE B
57.0 9.60 9.80 10.00 10.20
m/z 85.05 31.41%
5000 850
29.0
L ‘ o d 4 M30 1410 1600 1980 I~
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250 9%0 980 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.87 6.86 ng 208215 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 1493 (10.869 min): BF110476.D (-1492) (-) m/z 57.10 100.00%
57.1
5000
|92 w1 o "T0/60 10,80 1100 1120
S B i T o S N m/z 43.10 76.03%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
J
5000 SRR UM SR SUNRE
10.60 10.80 11.00 11.20
99.0 m/z 71.10 56.21%
2qo| Ly, 1410 183.0 2250 281.0 337.0 394.0
m/z--> 55 160 150 260 250 360 350 '
Abundance #175557: Tetracosane
57.0
- SRR UM B SUNRE
10.60 10.80 11.00 11.20
5000 m/z 41.05 39.25%
99.0
2@0‘ ] | |, 1410 183.0 2250 267.0 338.0
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #83025: Hexadecane e EAREEmEE
57.0 10.60 10.80 11.00 11.20
m/z 85.05 36.17%
5000
27.0| ‘9%0‘ 1410 1830 226.0

T
10.60 10.80 11.00 11.20

T
m/z--> 50 100 150 200 250 300

T
350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.33 3.68 ng 111797 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Pentadecane 212 C15H32 000629-62-9 91

Abundance Scan 1571 (11.328 min): BF110476.D (-1567) (-) m/z 57.05 100.00%

57.0
5000 85.1 J

‘ 11311411 196.1 11.00 11.20 11.40 11.60
S 0 O O el m/z 43.05 68.02%

m/z--> 50 100 150 200 250 300
Abundance #129492: Eicosane
57.0
5000 LA L L L L L LB |

85.0 11.00 11.20 11.40 11.60

29.0 m/z 71.05 57.58%
‘ | 1130141.0 169.0 197.0 225.0 253.0 282.0
; e T R B e e e
m/z--> 100 150 200 250 300
Abundance #141425: Heneicosane
57.0
e e Aehdl
11.00 11.20 11.40 11.60
5000 650 m/z 85.10 40.89%
29.0
L‘MJHFWMNm%mmnmmw 296.0
T T T L B e e
miz--> 50 100 150 200 250 300 J
Abundance #175557: Tetracosane e T T T
57.0 11.00 11.20 11.40 11.60
m/z 41.10 31.24%
5000 85.0
29.0 113.0 J
‘ | gl 7T 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
T T T [ T e e e e e AU ML
m/z--> 50 100 150 200 250 300 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

11.75 3.08 ng 93547 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 1643 (11.751 min): BF110476.D (-1640) (-) m/z 57.05 100.00%

57.0 F
5000
99.1 1140 1160 1180 1200
141.1

.-“1'.11.-'.1..,...1?51....,.... | | m/z 43.10 68.09%

m/iz--> 0 50 100 150 200 250 300 350
Abundance #141425:; Heneicosane
57.0
5000

11.40 11.60 11.80 12.00
m/z 71.10 55.61%

2710 99.0
l| | b g A0 1830 2250 267.0296.0
e T T
m/z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0

11. 40 11. 60 11. 80 12.00

5000 m/z 85.05 39.92%
99.0
2700 | | [T, 1410 1830 2250 2670 3230 _ 380.0
m/z--> 0 50 100 150 200 250 300 350
Abundance #129492: Eicosane B N
57.0 1140 11. 60 1180 1200

m/z 41.05 30.45%

5000
99.0
270 | | 70 1410 1830 2050 2820

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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 57.61 ng 1748510 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86
Abundance Scan 1662 (11.863 min): BF110476.D (-1657) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 227.2 LA PRI DO SURIUBA B
h 97.0 151 0 | 163.1 185:2 | 270.3 11.60 11.80 12.00 12.20
,....,....',.-.'.. by A e m/Z 87.00 77.04%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 L L BRI AR S
43.0 1160 11.80 12.00 12.20
143.0 m/z 43.05 33.10%
“M|I}%0 . | 1710 1990 2270 270.0
s o Ao 6 B 1% 1% 140 1% T e 2% 2 o
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
AR AR RN SR AR
11.60 11.80 12.00 12.20
5000 43.0 m/z 55.05 28 .45%
143.0
e Ll T a0, T 1850 2270 2100
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50099: Decanoic acid, methyl ester AT e
74.0 11.60 11.80 12.00 12.20
m/z 41.05 24 .96%
43.0
5000
O I G
mz-> 20 Jo 60 80 100 150 140 160 180 200 220 240 260 11,60 11.80 12.00 12.20

8270-BF102318.M Tue Nov 06 12:00:41 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.55 198.08 ng 6012000 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99

Abundance Scan 1779 (12.551 min): BF110476.D (-1774) (-) m/z 67.05 100.00%

67.0

41.0
5000
1281 150.1 1785 005 2633 2943 12.20 12.40 12.60 12.80
e : : m/z 81.10 84 .84%
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 IIIIIIIIIIIIIIIIIII
12.20 12.40 12.60 12.80
m/z 55.10 67.60%
I, 1L 1230 149.0 178 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0

12.20 12.40 12.60 12.80
m/z 95.10 57.18%

5000

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

Abundance #139707: 8,11-Octadecadienoic acid, methyl ester T
67.0 12 20 12. 40 12 60 12. 80
m/z 41.05 55.25%

294.0
124.0 150.0
178.0 220.0 263.0

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

5000

8270-BF102318.M Tue Nov 06 12:00:42 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.57 114.11 ng 3463260 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 98
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98

Abundance Scan 1782 (12.569 min): BF110476.D (-1781) (-) m/z 55.10 100.00%

1

5000

111.1 /Vt

137.1 180.2 222.2

264.3 296.3 12. 20 12. 40 12 60 12. 80
' m/z 69.10 65.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 f’t

Abundance #141286: 13-Octadecenoic acid, methyl ester

5000

12.20 12.40 12.60 12.80
264.0 m/z 41.10 64 .89%

296.0

29.0

111.0
138.0 180.0 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55.0

12.20 12.40 12.60 12.80
m/z 74.00 56.41%

5000

29.0 264.0

111.0

138.0 180.0 222.0

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester R e I
55.0 12.20 12.40 12.60 12.80

m/z 83.10 50.91%

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

8270-BF102318.M Tue Nov 06 12:00:43 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.65 23.49 ng 712822 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 99
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 91
4 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90

Abundance Scan 1796 (12.651 min): BF110476.D (-1792) (-) m/z 74.00 100.00%
74.0
5000 43.0
‘ 143.1 055 2 P P e
97.0 199.2 - 208.3 12.40 12.60 12.80 13.00
...,....,....|l,..|'. ,':-!..','....,..'..,|....1.7.?.1....' 222 | ke m/z 87.00 76.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143126: Methyl stearate
74.0
5000 LR UL BN IR S
43.0 12,40 12.60 12,80 13.00
143.0 m/z 43.05 38.84%
199.0 255.0 2980
15.0 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95859: Methyl tetradecanoate
74.0
' 12.40 12,60 12.80 13.00
5000 m/z 55.05 30.37%
43.0 143.0 1000
101.0
50, 4 4 LSS, | ame )220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107597: Pentadecanoic acid, methy! ester R NEEE S L
74.0 12.40 12.60 12.80 13.00
m/z 41.10 24 .24%
5000
43.0
so) | | ) jsso 30 1850 230 2560
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 2éo 280 300 12.40 12.60 12.80 13.00

8270-BF102318.M Tue Nov 06 12:00:43 2018

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Hexadecanoic acid, 15-methy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.37 3.11 ng 94344 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 89
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 76
3 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 76
4 Dodecanoic acid. methyl ester 214 C13H2602 000111-82-0 62
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 58

Abundance Scan 1918 (13.369 min): BF110476.D (-1914) (-) m/z 74.00 100.00%

5000

2400 2833 3063 13.00 13.20 13.40 13.60
m/z 87.00 80.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74.0

5000
13.00 13.20 13.40 13.60

m/z 43.05 55.61%

43.0

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
L B o
13.00 13.20 13.40 13.60
5000 m/z 55.05 38.72%
43.0
284.0
143 0
241.0
A e T momseze |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131316: Hexadecanoic acid, 14-methyl-, methy! ester L B o
74.0 13.00 13.20 13.40 13.60
m/z 216.10 35.60%
5000
43.0
143.0 284.0
241.0
H “ M 10 18502130

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

8270-BF102318.M Tue Nov 06 12:00:44 2018

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Docosanoic acid, methyl ester Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.04 2.58 ng 78254 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 95
2 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 94
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 87
4 Methvl stearate 298 C19H3802 000112-61-8 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86

Abundance Scan 2032 (14.039 min): BF110476.D (-2029) (-) m/z 74.00 100.00%
74.0
5000 43.1
1091 2340 28103113 3543 " 13.80 14.00 14.20 14.40
m/z 87.00 84 .37%
m/z--> 50 100 150 200 250 300 350
Abundance #186930: Docosanoic acid, methyl ester
74.0
43.0
5000
13.80 14.00 14.20 14.40
143.0 354.0 m/z 43.10 47 . 77%
15.0 101.0 | 171.0199-0997,0255:0pg3 03110 |
m/z--> 50 100 150 200 250 300 350
Abundance #186936: Methyl 20-methyl-heneicosanoate
74.0
" 1380 14.00 14.20 14.40
5000 m/z 57.10 32.50%
143.0 354.0
199.0 255.0 L0
‘J h\ hl A-}.\O l ‘ \]'71'0\ {. \227'0\ ‘ . \283'0 Il “
m/z--> 50 100 150 200 250 300 350
Abundance #154941: Nonadecanoic acid, methy! ester b RRREE EE s
74.0 13.80 14.00 14.20 14.40
m/z 55.00 27 .31%
5000
43.0
143.0
312.0
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40

8270-BF102318.M Tue Nov 06 12:00:45 2018

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Dodecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.95 ng 89419 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 83
2 Eilcosane 282 C20H42 000112-95-8 64
3 Undecane 156 C11H24 001120-21-4 58
4 Hentriacontane 437 C31H64 000630-04-6 58
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 58
Abundance Scan 2122 (14.569 min): BF110476.D (-2118) (-) m/z 57.10 100.00%
57.1
5000
H11411 17010041 2231 2621 . 14.20 14.40 14.60 14.80
m/z 71.05 67 .40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #38316: Dodecane
43.0
71.0
5000 L B BN B SR B

14.20 14.40 14.60 14.80
m/z 43.10 67.02%

98.0 1270 170.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129491: Eicosane
57.0
B R BN
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 47.05%
29.0

i‘ | (1130 141.0 169.0 197.0 225.0 253.0 282.0
T R [ e e e [ e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #28424: Undecane R RN EEEEE
57.0 14.20 14.40 14.60 14.80
m/z 55.05 37.90%
5000
85.0
29.0
|| | 1130 15§0
IIIIIIIIIIII‘IIII IIIIIIII‘I TTTTTTIT I TITrTT IIII TTTTTTTTI[TTTT IIII TTTT IIIIIIII IIIIII TTTT IIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80

8270-BF102318.M Tue Nov 06 12:00:45 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 1-Hexanamine, 2-ethyl-N,N-d... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.02 7.07 ng 137578 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Hexanamine. 2-ethvl-N.N-dimethvl- 157 C10H23N 028056-87-3 64
2 3-(Dimethvlamino)proopvl isothioc... 144 C6H12N2S 027421-70-1 64

3 Acetoxvacetic acid. 2-dimethvlam... 189 C8H15N04 1000331-22-6 64
4 Trifluomeprazine 366 C19H21F3N2S 002622-37-9 64
5 1-Tridecanamine, N,N-dimethyl- 227 C15H33N 017373-29-4 64
Abundance Scan 2199 (15.021 min): BF110476.D (-2194) (-) m/z 58.10 100.00%
54.1
5000
.80 15.00 15.20 15.40
1120 1571 19912202 267.1 2 3663 14
ol gl o 2D S 19922992 rL 3222 O m/z 72.10  6.84%
miz--> 0 50 100 150 200 250 300 350
Abundance #29193: 1-Hexanamine, 2-ethyl-N,N-dimethyl-
58.0
5000
14.80 15.00 15.20 15.40
m/z 55.05 6.44%
18.0 100.0129.0157.0
e R e e = A o
miz--> 0 50 100 150 200 250 300 350
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate
58.0
L
14.80 15.00 15.20 15.40
5000 m/z 157.10 5_34%
101.0
miz--> 0 50 100 150 200 250 300 350
Abundance #52596: Acetoxyacetic acid, 2-dimethylaminoethyl ester L L
58.0 14.80 15.00 15.20 15.40
m/z 41.05 4.98%
5000
30.0, | , 100.0 145.0 189.0
e i e e e
miz--> 0 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF102318.M Tue Nov 06 12:00:46 2018

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 19 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.09 3.90 ng 75852 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 58
2 Heneicosane 296 C21H44 000629-94-7 52
3 Dodecane 170 C12H26 000112-40-3 52
4 Hexadecane 226 C16H34 000544-76-3 52
5 Nonadecane 268 C19H40 000629-92-5 50

Abundance Scan 2381 (16.092 min): BF110476.D (-2377) (-) m/z 57.10 100.00%

57.1
5000

13.1 154.1 187.0215.9 249.1 2830 328.1 15.80 16.00 16.20 16.40
m/z 43.10 63.47%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 850 TTT T T TTTT LR B
15. 80 16. 00 16. 20 16. 40
m/z 71.10 62.08%
29.0 1
O ) l.lﬂ.l 141.0160.0197.0225.02530  206,0323.0 _ 367.0
=l f R A e e e e e A B A
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
N B N A
85.0 15.80 16.00 16.20 16.40
5000 ' m/z 85.10 44 _45%
29.0 13.0
1L [ ) 410160.0197.0225.0253.0 _296.0
— ..,.... — A e e e e e A L
m/z--> 50 100 150 200 250 300 350
Abundance #38316: Dodecane AR EEREE L
43.0 15.80 16.00 16.20 16.40
m/z 55.05 25.09%
71.0
5000
Ly o1z im0

m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16. 40

8270-BF102318.M Tue Nov 06 12:00:47 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110476.D

Aca On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 3,5-Dimethyldodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.62 3.47 ng 67583 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvldodecane 198 C14H30 107770-99-0 50
2 Heptadecane 240 C17H36 000629-78-7 50
3 Decane. 1-iodo- 268 C10H211 002050-77-3 43
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 43
5 Docosane, 2,21-dimethyl- 338 C24H50 077536-31-3 38
Abundance Scan 2471 (16.621 min): BF110476.D (-2467) (-) m/z 57.10 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110518\
Data File : BF110476.D

Acq On : 5 Nov 2018 20:18

Operator : JU/SJ

Sample : J5771-01 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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]
Butane, 2-methoxy... 2.26 3.5 ng 105244 1 6.95 602866 20.0
unknown6 .72 6.72 16.9 ng 508999 1 6.95 602866 20.0
Tetradecane 9.37 2.7 ng 97503 3 10.00 718098 20.0
Hexadecane 9.90 3.4 ng 121095 3 10.00 718098 20.0
Octacosane 10.87 6.9 ng 208215 4 11.49 607023 20.0
Eicosane 11.33 3.7 ng 111797 4 11.49 607023 20.0
Heneicosane 11.75 3.1 ng 93547 4 11.49 607023 20.0
Hexadecanoic acid... 11.86 57.6 ng 1748510 4 11.49 607023 20.0
9,12-Octadecadien... 12.55 198.1 ng 6012000 4 11.49 607023 20.0
13-Octadecenoic a... 12.57 114.1 ng 3463260 4 11.49 607023 20.0
Methyl stearate 12.65 23.5 ng 712822 4 11.49 607023 20.0
Hexadecanoic acid... 13.37 3.1 ng 94344 5 14.13 607044 20.0
Docosanoic acid, ... 14.04 2.6 ng 78254 5 14.13 607044 20.0
Dodecane 14.57 3.0 ng 89419 5 14.13 607044 20.0
1-Hexanamine, 2-e... 15.02 7.1 ng 137578 6 15.66 389081 20.0
Hexacosane 16.09 3.9 ng 75852 6 15.66 389081 20.0
3,5-Dimethyldodecane 16.62 3.5 ng 67583 6 15.66 389081 20.0
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