LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 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-BF080818 .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 5.619 554 558 567 rBV 273459 273859 1.58% 0.599%
2 6.613 723 727 737 rBV 342304 319718 1.84% 0.699%
3 6.766 749 753 759 rVB 373222 316764 1.83% 0.693%
4 7.001 789 793 796 rBVY 1245780 1023665 5.90% 2.238%
5 7.154 812 819 827 rBV 314786 266766 1.54% 0.583%
6 7.560 884 888 890 rBV 207606 207704 1.20% 0.454%
7 8.283 1007 1011 1016 rVB 1534341 1325842 7.64% 2.899%
8 8.854 1105 1108 1111 rBV 262940 236722 1.36% 0.518%
9 9.354 1190 1193 1197 rVB 494944 410039 2.36% 0.897%
10 9.425 1197 1205 1208 rBV 433124 401717 2.32% 0.878%

11 9.742 1256 1259 1264 rBV3 178889 206532 1.19% 0.452%
12 9.954 1290 1295 1299 rBV 526018 426617 2.46% 0.933%
13 10.048 1307 1311 1315 rVB 1648186 1374901 7.93% 3.007%
14 10.454 1377 1380 1383 rBV 569041 439677 2.53% 0.961%
15 10.672 1413 1417 1420 rBV 185444 233131 1.34% 0.510%

16 10.930 1458 1461 1467 rBV 556143 578857 3.34% 1.266%
17 11.377 1534 1537 1540 rBV 456809 366125 2.11% 0.801%
18 11.407 1540 1542 1550 rVB 172022 196080 1.13% 0.429%
19 11.542 1561 1565 1572 rVB 1414344 1218610 7.02% 2.665%
20 11.807 1607 1610 1613 rBV 388572 299878 1.73% 0.656%

21 11.913 1624 1628 1631 rBV 5476384 5020921 28.94% 10.979%
22 12.213 1676 1679 1682 rBV 279322 265807 1.53% 0.581%
23 12.618 1741 1748 1750 rBV 10950980 17347098 100.00% 37.934%
24 12.636 1750 1751 1756 rVV2 9465569 8066963 46.50% 17.640%
25 12.707 1760 1763 1767 rVB 2698028 2301692 13.27% 5.033%

26 13.124 1830 1834 1837 rBV 319457 278779 1.61% 0.610%
27 13.430 1883 1886 1889 rBV 260846 212916 1.23% 0.466%
28 14.195 2012 2016 2020 rBV 998593 899735 5.19% 1.967%
29 15.095 2164 2169 2178 rBV 294787 415112 2.39% 0.908%
30 15.754 2275 2281 2286 rVB 574531 797786 4._.60% 1.745%

Sum of corrected areas: 45730013
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082218\
BF108396.D

22 Aug 2018 21:12

JussJ

J4278-09 10X

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.77 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.77 6.19 ng 316764 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 754 (6.772 min): BF108396.D (-749) (-) m/z 132.00 100.00%
132.0
5000 681
400 540 oo 201 6.40 6.60 6.80 7.00 7.20
ol >, m/z 68.10 36.08%
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 N
5000 USRI SRS RN SRR N

640 6.60 6.80 7.00 7.20
m/z 134.00 33.51%

31.0 51.0
01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
R Al Bama
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.00 23.45%
104.0
66.0
ol 140 270 380 SL0 27 70 890 || 1150
R A Rma s B B e A ARARARRA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine o e e e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 14.42%
5000
33.0 44.0 0.0 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Tridecane Concentration Rank 16

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

8.85 3.57 ng 236722 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 80
3 Decane. 2.3.6-trimethvl- 184 C13H28 062238-12-4 64
4 Octane. 4-ethvl- 142 C10H22 015869-86-0 59
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59

Abundance Scan 1107 (8.848 min): BF108396.D (-1105) (-) m/z 57.10 100.00%
57.1
85.1
1190 1471 8.60 8.80 9.00 9.20
o e T 80 Tn/z 43.10  86.62%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #48831: Tridecane
57.0
5000 ‘WMAAJ—WTWWWMIL
410 8.60 8.80 9.00 9.20
85.0 m/z 71.05 45.81%
ol 2 L, 1130 1410 184.0
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #48851: Dodecane, 2-methyl-
43.0
8.60 8.80 9.00 9.20
5000 710 m/z 41.10 40.04%
2710 99.0 141.0
0 20 d | ‘\ 1 Il n‘ 1140 L “ 16\901840
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance #48886: Decane, 2,3,6—trimethy|— LI L L B B BB
43.0 8.60 8.80 9.00 9.20
m/z 85.10 26.93%
71.0
5000
141.0
ol .,%Z.? .Ju S .,...?9;?. Azo |
m/z--> 0 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Tetradecane Concentration Rank 11

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

9.42 5.84 ng 401717 Acenaphthene-d10 10.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Undecane 156 C11H24 001120-21-4 86

Abundance Scan 1204 (9.419 min): BF108396.D (-1197) (-) m/z 57.10 100.00%

517.1
5000

900 9.20 9.40 9.60 9.80
113.1 140.1 159.1 .
o 198.2 m/z 43.10 82.80%

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

5000 R e R S
9.00 9.20 9.40 9.60 9.80

m/z 71.05 47 .91%

113.0 141.0 198.0

169.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.10 40.56%
85.0
29.0
0 | “ el ‘ 1130 141.0 169.0 197.0 226.0
LI o o o e o L R RSN B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane BB AN R Ea L
57.0 9.00 9.20 9.40 9.60 9.80
m/z 85.05 29.39%
5000 85.0
29.0
L 1120 1410 184.0
o} SRS SV R SN SO A P -
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\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Dimethyl phthalate Concentration Rank 19

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

9.74 3.00 ng 206532 Acenaphthene-d10 10.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl phthalate 194 C10H1004 000131-11-3 70
2 Propofol 178 C12H180 002078-54-8 27
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 25
4 Octacosane 394 C28H58 000630-02-4 25
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 22

Abundance Scan 1259 (9.742 min): BF108396D(1256)() m/z 57.10 100.00%
1
5000
194.1 9.40 9.60 9.80 10.00
0 m/z 163.10 90.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55704: Dimethyl phthalate
163.0
5000
9.40 9.60 9.80 10.00
77.0920 m/z 43.10 80.63%
50.0 : 133.0 :
om0 0 | Mo O | om0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43977: Propofol
163.0
9.40 9.60 9.80 10.00
5000 m/z 71.10 71.03%
178.0
121.0
0 40 590740 *1%1050 1" | 1470 |
miz--> % @ G 8 0 10 1o 1o o 2
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57.0 9.40 9.60 9.80 10.00
m/z 41.10 41 .95%
5000 410 85.0
127.0
ool TP asso asso S ot Vo ey
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 6 Hexadecane Concentration Rank 8

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

9.95 6.21 ng 426617 Acenaphthene-d10 10.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 83
4 Tridecane 184 C13H28 000629-50-5 83
5 Pentadecane 212 C15H32 000629-62-9 81

Abundance Scan 1294 (9.948 min): BF108396.D (-1290) (-) m/z 57.10 100.00%
57.1
5000
85.1
AR SN RS
9.60 9.80 10.00 10.20
ol M3L 251 1882 | “m/z 43.10 77.26%
m/z--> 50 100 150 200 250 300
Abundance #83025: Hexadecane
57.0
5000 AR RS
85.0 9.60 9.80 10.00 10.20
29.0 ‘ m/z 71.10 49 .29%
o | | , | 113.0141.0169.0 197.0 226.0
m/z--> 55 160 150 200 250 360 '
Abundance #59880: Tetradecane
57.0
0.60 9.80 10.00 10.20
5000 85.0 m/z 41.10 36.58%
29.0
0 \‘ 1A | | “11?.0“141.0169.0 19\8'0
m/z--> 55 160 1%0 200 250 360 '
Abundance #178298: Bacchotricuneatin ¢ A B e A RERRE
710, 1120 9.60 9.80 10.00 10.20
m/z 85.10 28.90%
5000
0 [0 19101702050 312.0 3420
T T T T T T T T T T T T T T T T T T T T T T T —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—r
m/z--> 55 160 150 200 250 300 ' 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Bacchotricuneatin c Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.45 6.40 ng 439677 Acenaphthene-d10 10.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 97
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 87
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 87
5 Hexadecane 226 C16H34 000544-76-3 81
Abundance Scan 1379 (10.448 min): BF108396.D (-1377) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1 1701 10.20 10.40 10.60 10.80
ol el P 1821700 2002 "m/z 43.10 81.64%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
7101 1120
5000 R BN BN B B
mmmmmmmm
m/z 71.10 49_.17%
o 10 191001702450 312.0 342.0
m/z--> 55 100 1%0 260 2éo 360 '
Abundance #59880: Tetradecane
57.0
"' 1020 10.40 10.60 10.80
5000 85.0 m/z 41.10 41 .75%
29.0
0 \‘ 1L | | | “11?.0“141.0169.0 19\8'0
m/z--> 55 160 1%0 260 2%0 360 '
Abundance #83044: Pentadecane, 4-methyl- A e e AR REE
43.0 10.20 10.40 10.60 10.80
71.0 m/z 85.10 32.90%
5000
99.0 183.0
0 A u} |‘\ 1l \‘ \J127.0\154'0 i 211.0
m/z--> 50 100 150 260 2éo 300 ' 10.20 10.40 1060 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 5-Ethyldecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.67 3.39 ng 233131 Acenaphthene-d10 10.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvldecane 170 C12H26 017302-36-2 87
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 83
3 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 76
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 1417 (10.672 min): BF108396.D (-1413) (-) m/z 57.10 100.00%

51.1
5000

10.40 10.60 10.80 11.00
m/z 43.10  45.47%

39 1131 9411 1711 1992 2202

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38319: 5-Ethyldecane
57.0

5000 LN L L L L B LB
10. 40 10 60 10. 80 11. OO
85.0 140.0 m/z 71.10 41.39%
0 120 7 1700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
PP T T T T T T
10.40 10.60 10.80 11.00
5000 m/z 41.10 25.17%
85.0
29.0 113.0
o1l L “ | Ty 1410 1830 2110 2390
“.”,”.w.”.“.”,”.w.”.“.”,”...”...”,”.w.”.
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #48867: Undecane, 3,6-dimethyl- R S
57.0 10. 40 10 60 10. 80 11.00

m/z 85.10 21.74%

5000
29.0 85.0
113 0
T 1550 1840

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 40 10 60 10. 80 11. OO

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.93 9.50 ng 578857 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 87
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1461 (10.930 min): BF108396.D (-1458) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 10.60 10.80 11.00 11.20
3 I— -." A oAty 188221022408 | "m/z 43.10  73.07%
m/z--> 50 100 150 200 250 300
Abundance #94345: Heptadecane
57.0
5000 A NI S
85.0 10,60 10.80 11.00 11.20
29.0 m/z 71.10 53.99%
o d d L [Poser0te00i0e0 200
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57.0
650 10.60 10.80 11.00 11.20
5000 ' m/z 85.10 38.11%
29.0 113.0
oL Il Lyl ] 410169.0197.02250258,0 2960
m/z--> 50 100 150 200 250 300 '
Abundance #178298: Bacchotricuneatin ¢ R e  EBRRRREae
710 1120 10.60 10.80 11.00 11.20
m/z 41.10 34 .58%
- \VMAA/&‘}L\
o M2 191021702450 312,0 342.0
m/z--> 50 100 150 200 250 300 ' 10,60 10.80 11.00 11.20

8270-BF080818.M Thu Aug 23 15:58:32 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.38 6.01 ng 366125 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Tetradecane 198 C14H30 000629-59-4 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 1537 (11.377 min): BF108396.D (-1534) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1 11.00 11.20 11.40 11.60
0 ,....,-.‘...',...l.,..?f‘,l.?..l,‘??..l Nr2 A3 m/z 43.10  72.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105886: Octadecane
57.0
5000 85.0 L BN DAL BRI L B
umnmnmnm
0.0 m/z 71.10 52.86%
J Tl |H30 1410 160.0 1570 2250 2540
m/z--> 25 4b eb éo 160 150 150 1éo 180 200 220 240 260 2§0 300
Abundance #59879: Tetradecane
57.0
11.00 11.20 11,40 11.60
5000 85.0 m/z 85.10 33.83%
29.0
0 ! \‘\‘ | | 1130 141.0 169.0 1980
> B e o B e 1 i 1 150 200 350 2 % T an
Abundance #141425:; Heneicosane T T e
57.0 11.00 11.20 11.40 11.60
m/z 41.10 32.57%
5000 85.0
29.0
o ‘ | 30410 1690 1970 2250 2530 2960
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§0 300 1100 1120 1140 11%0 '

8270-BF080818.M Thu Aug 23 15:58:33 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Heptadecane, 2,6,10,15-tetr... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.41 3.22 ng 196080 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetracosane 338 C24H50 000646-31-1 86
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1543 (11.413 min): BF108396.D (-1540) (-) m/z 57.10 100.00%
57.1
5000
85.1
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—
113.1
1411 192.0 11.00 11.20 11.40 11.60 11.80
ol =| B Y Y v . m/z 71.10 63.03%
m/z--> 50 100 150 200 250 300
Abundance #94345: Heptadecane
57.0
5000 AR SRR UG I
85.0 11.00 11.20 11.40 11.60 11.80
29.0 m/z 43.10 50.52%
o b A P00t6000000 2000
m/z--> 50 100 150 200 250 300
Abundance #141425: Heneicosane
57.0
11.00 11.20 11.40 11.60 11.80
5000 85.0 m/z 85.10 34.01%
29.0
. | I | [M30141.0160.0197.0 22502530 296.0
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane R AR e s
57.0 11.00 11.20 11.40 11.60 11.80
m/z 41.10 24 _.91%
5000 85.0
29.0
o ‘ I | M30141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> 50 100 150 200 250 300 11.00 11.20 11.40 11.60 11.80

8270-BF080818.M Thu Aug 23 15:58:33 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.81 4.92 ng 299878 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
4 Heptadecane 240 C17H36 000629-78-7 83
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1611 (11.813 min): BF108396.D (-1607) (-) m/z 57.10 100.00%

57.1

5000
_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_
113.1 11.40 11.60 11.80 12.00 12.20
155.2 183.2 211.1
0! m/z 43.10 69.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000
11.40 11.60 11.80 12.00 12.20
m/z 71.10 55.38%
29.0 130 1410
o U 1410 1690 197.0 2250 253.0 2960
R AAa B o e B R AR AN ERENEAEE LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl-
57.0
e DA REE EE et St e
11.40 11.60 11.80 12.00 12.20
5000 85.0 m/z 85.10 41 .60%
113.0 154.0
o U “ Lo , 1183.0 211.0 239.0  281.0
A B a e L B A ARRESRRRAS EaEEEoE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83051: Dodecane, 2-methyl-6-propyl- AR s e
57.0 11.40 11.60 11.80 12.00 12.20
m/z 41.10 30.04%
5000 85.0
o Ll s t0 1820
R aaas B e e R B e ARARaamasEanes
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00 12.20

8270-BF080818.M Thu Aug 23 15:58:34 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.91 82.40 ng 5020920 Phenanthrene-d10 11.54
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 96
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
4 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 87
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
Abundance Scan 1628 (11.913 min): BF108396.D (-1624) (-) m/z 74.05 100.00%
74.0
5000 431
143.1 2972 RSN SR SR B
97.1 185.2 11.60 11.80 12.00 12.20
0 ,....-,...‘!",.-.'J. ':...','...1.2,1..1..,|...??f‘.%.,.'...-,....,.'...-~....,2.7.9.3,... m/z 87.05 73.50%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 SN AN RN SRR
43.0 1160 11.80 12,00 12.20
143.0 m/z 43.10 39.58%
| 101.0 | 1710 199.0 227.0 270.0
Obprrrr et e e e e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.60 11.80 12.00 12.20
5000 43.0 m/z 55.10 33.03%
143.0
o e W TT0u80 M50 asso zro 200
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131317: Hexadecanoic acid, 15-methyl-, methy! ester T
74.0 11.60 11.80 12.00 12.20
m/z 41.10 30.21%
5000 43.0
o “‘ ‘ 97.0 15190 1710 1990 2410 2850 .
m/z--> 25 45 eb 85 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.21 4_.36 ng 265807 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 89
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1679 (12.213 min): BF108396.D (-1676) (-) m/z 57.10 100.00%
57.1
5000 ﬂ
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
\ 99.0 1411 1821 2242 11.80 12.00 12.20 12.40 12.60
ol bl by SR 202t 2242 | m/z 43.10 73.14%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000

11.80 12.00 12.20 12.40 12.60
m/z 71.10 54.98%

99.0
oL 270 I 141.0 1830 2250 267.0  323.0  380.0
it A T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R BN EEEE S e
11.80 12.00 12.20 12.40 12.60
5000 m/z 85.10 38.06%
99.0
oL 210 || ,\ 1410\ 183.0 2250 267.0296.0
....,... T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane L e e
57.0 11.80 12.00 12.20 12.40 12.60
m/z 41.10 29.51%
5000
99.0
0 27,0 I L 1410‘ 183.0 225.0 267.0 309.0338.0
e L e e e o L A e o e e e s o
m/z--> 50 100 150 200 250 300 350 11.80 12.00 12.20 12.40 12.60

8270-BF080818.M Thu Aug 23 15:58:35 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.62 284.70 ng 17347100 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
3 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
Abundance Scan 1748 (12.618 min): BF108396.D (-1741) (-) m/z 67.10 100.00%
67.1
5000 /\\
1231 1501 263.3 ' 12.40 1260 12.80 13.00
178.2 . 3 2043
o 220.2 m/z 81.05 83.64%
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
41.0
5000 LN BN BB I B
204.0 12,40 12.60 12.80 13.00
63,0 ' m/z 55.10 68.10%
oL | |[ 1500 1780 2200 '
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
" 12.40 1260 12.80 13.00
5000 m/z 95.10 55.63%
. I 123.0 1490 475 262.0 294.0
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 O EREE s R R
67.0 12.40 12.60 12.80 13.00
m/z 41.10 54 .70%
5000
123.0 150.0 178.0 0.0 263.0 294.0
01 : e B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12,40 12.60 12.80 13.00

8270-BF080818.M Thu Aug 23 15:58:36 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.64 132.40 ng 8066960 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
Abundance Scan 1752 (12.642 min): BF108396.D (-1750) (-) m/z 79.10 100.00%
5000 55.1
264.3
w2 20 12160 1280 1300
: 12.40 1 1 1
296.3
0 S A A t m/z 67.10 61.37%
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
54.0
5000 LR UL BN SUBUSN I
12,40 12.60 12.80 13.00

m/z 95.10 54 .12%

. . 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 #141288: 16-Octadecenoic acid, methyl ester
55.0

12.40 12.60 12.80 13.00
m/z 93.10 48.12%

5000

29.0

264.0
111.0
1380 1800 2220 286.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester S EEmmmmr e

55.0 12.40 12.60 12.80 13.00
m/z 55.10 42.69%

I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. 00

5000

8270-BF080818.M Thu Aug 23 15:58:37 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.71 37.78 ng 2301690 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 93
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 91
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
Abundance Scan 1764 (12.713 min): BF108396.D (-1760) (-) m/z 74.05 100.00%
74.0
5000 43.1
12.40 12.60 12.80 13.00
o} m/z 87.05 77.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74.0
5000 43.0 T T T T T T T
1240 12.60 12.80 13.00
143.0 m/z 43.10 43.38%
0150] ‘ hl 1l o0 [ 1710 199.0 5570 2650 2980
s I a6 8o 00 130 Tho 140 1o 380 530 240 5% 38 30
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester
74.0
12.40 12.60 12.80 13.00
5000 298.0 m/z 55.10 32.95%
43.0
143.0
180 97.0 199.0 255.0
oo bt LM b 720, 1 2220 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester N E a  a
74.0 12,40 12.60 12.80 13.00
m/z 41.10 27 .98%
5000
143.0 255.0
97.0 199.0 298.0
0 ...,....,....J‘,.E“‘.“.,L.‘l.‘.‘,‘..‘..,..‘..,....‘1.7.}.0.... L L. ,‘, S V| I —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12,40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexadecanoic acid, 15-methy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.43  4.73ng 212016  Chrysene-di2 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 97
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 95

3 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 93
4 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 93
5 Methyl stearate 298 C19H3802 000112-61-8 90
Abundance Scan 1886 (13.430 min): BF108396.D (-1883) (-) m/z 74.00 100.00%
74.0
5000 43.1
143.1 2833 ....,.’ﬁA‘,....,...!‘T...
171.2 199.2 227.2 255 2 . 326.4 13.20 13.40 13.60 13.80
0 m/z 87.00 74 .56%
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
43.0 13.20 13.40 13.60 13.80
m/z 43.10 48.91%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131300: Heptadecanoic acid, methyl ester
74.0
R RmEEs o
13.20 13.40 13.60 13.80
5000 m/z 55.10 35.73%
43.0
241.0 2840
oAbl T amopge2o B0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166218: Eicosanoic acid, methyl ester L B .
74.0 13.20 13.40 13.60 13.80
43.0 m/z 57.10 27.18%
5000
143.0
326.0
Ols\oh I Al \l J\ \10L:\L0 | 17101990227025502830 ‘
A L L R aa e AL ALARAIRaananasr s o R B R mama
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108396.D

Aca On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1-Hexanamine, 2-ethyl-N,N-d... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.09 10.41 ng 415112 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanamine. 2-ethvl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
2 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
3 Decane.-1.10-diamino.-N.N.N".N"-_._._. 228 C14H32N2 001938-62-1 64
4 Acetoxvacetic acid. 2-dimethvlam... 189 C8H15N04 1000331-22-6 64
5 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 64
Abundance Scan 2168 (15.089 min): BF108396.D (-2164) (-) m/z 58.10 100.00%
58.1
5000
14.80 15.00 15.20 15.40
157.1
b oyt 81 129.07°7-18512132 2671 807.2337.03644 o775 10 6.24%
m/z--> 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 41.10 5.61%
0l180 100.0129.0157.0
m/z--> 50 100 150 200 250 300 350
Abundance #29177: N,N-Dimethyloctylamine
58.0
14,80 15.00 15.20 15.40
5000 m/z 59.10 5.56%
0 2?\\.0\“‘ | 114.0 15.7'0
m/z--> " s0 100 150 200 250 300 350
Abundance #84526: Decane,-1,10-diamino,-N,N,N',N'-tetramethy|
58.0 14.80 15.00 15.20 15.40
m/z 55.10 5.05%
5000
oL 390, | 9801280 170.0 2130
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082218\
Data File : BF108396.D

Acq On : 22 Aug 2018 21:12

Operator : JU/SJ

Sample : J4278-09 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 .77 6.77 6.2 ng 316764 1 7.00 1023670 20.0
Tridecane 8.85 3.6 ng 236722 2 8.28 1325840 20.0
Tetradecane 9.42 5.8 ng 401717 3 10.05 1374900 20.0
Dimethyl phthalate 9.74 3.0 ng 206532 3 10.05 1374900 20.0
Hexadecane 9.95 6.2 ng 426617 3 10.05 1374900 20.0
Bacchotricuneatin c 10.45 6.4 ng 439677 3 10.05 1374900 20.0
5-Ethyldecane 10.67 3.4 ng 233131 3 10.05 1374900 20.0
Heptadecane 10.93 9.5 ng 578857 4 11.54 1218610 20.0
Octadecane 11.38 6.0 ng 366125 4 11.54 1218610 20.0
Heptadecane, 2,6,... 11.41 3.2 ng 196080 4 11.54 1218610 20.0
Heneicosane 11.81 4.9 ng 299878 4 11.54 1218610 20.0
Hexadecanoic acid... 11.91 82.4 ng 5020920 4 11.54 1218610 20.0
Heptacosane 12.21 4.4 ng 265807 4 11.54 1218610 20.0
10,13-Octadecadie... 12.62 284.7 ng 17347100 4 11.54 1218610 20.0
9-Octadecenoic ac... 12.64 132.4 ng 8066960 4 11.54 1218610 20.0
Methyl stearate 12.71 37.8 ng 2301690 4 11.54 1218610 20.0
Hexadecanoic acid... 13.43 4.7 ng 212916 5 14.19 899735 20.0
1-Hexanamine, 2-e... 15.09 10.4 ng 415112 6 15.75 797786 20.0
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