LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109106.D
Aca On : 18 Sep 2018 20:02 Instrument :
Operator : JU/SJ E?Afs el
- _ lentosampleld :
3?22'6 - J4952-01 2015-161-20-RB36584RT-RB47184R
ALS Vial : 16 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-BF091418 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.907 434 437 447 rVB 62903 74951 3.49% 0.334%
2 5.331 504 509 512 rBVY 2026512 1783541 83.15% 7.948%
3 6.354 679 683 689 rBY 1873088 1967191 91.72% 8.767%
4 6.490 702 706 709 rBVY 2228810 1884665 87.87% 8.399%
5 6.719 742 745 749 rBV 908458 769372 35.87% 3.429%
6 6.878 768 772 775 rBVY 1963774 1534798 71.56% 6.840%
7 7.278 836 840 843 rBVY 1339247 1159899 54.08% 5.169%
8 8.001 959 963 967 rBY 1176646 926414 43.19% 4.128%
9 9.078 1142 1146 1149 rBV 2686489 2144882 100.00% 9.558%
10 9.472 1209 1213 1216 rBV 307904 254444 11.86% 1.134%

11 9.754 1257 1261 1264 rBV 1041020 931574 43.43% 4_.151%
12 10.536 1390 1394 1398 rBV 1172466 1102293 51.39%% 4.912%
13 11.230 1508 1512 1514 rBV 961867 829804 38.69% 3.698%

14 11.248 1514 1515 1518 rVB 49835 35975 1.68% 0.160%
15 11.766 1600 1603 1607 rBV2 81706 91243 4._.25% 0.407%
16 12.436 1714 1717 1720 rVB 103717 96210 4._.49% 0.429%
17 12.660 1753 1755 1758 rVB 100278 80198 3.74% 0.357%
18 12.813 1777 1781 1784 rBV 2108810 1846744 86.10% 8.230%
19 13.060 1820 1823 1825 rVB 38685 32325 1.51% 0.144%
20 13.242 1852 1854 1856 rBV 32114 28887 1.35% 0.129%

21 13.719 1931 1935 1943 rBV2 258709 356211 16.61% 1.587%
22 13.854 1953 1958 1961 rBV 1397536 1322098 61.64% 5.892%
23 13.877 1961 1962 1965 rVB 113550 64326 3.00% 0.287%
24 14.042 1987 1990 1994 rBV 86415 81221 3.79% 0.362%
25 14.348 2039 2042 2047 rBV 240790 260132 12.13% 1.159%

26 14.642 2089 2092 2101 rVB 140920 180423 8.41% 0.804%
27 14.771 2111 2114 2118 rBV 115181 112685 5.25% 0.502%
28 14.860 2126 2129 2132 rBV 174960 236487 11.03% 1.054%
29 14.960 2142 2146 2148 rBV2 265919 289649 13.50% 1.291%
30 15.142 2174 2177 2182 rVB 126836 144963 6.76% 0.646%

31 15.201 2183 2187 2190 rVB 151035 173623 8.09% 0.774%
32 15.260 2193 2197 2201 rVvV 730261 914670 42.64% 4._.076%
33 15.313 2203 2206 2213 rVB 142801 179641 8.38% 0.801%
34 15.495 2234 2237 2241 rBV2 83459 99423 4.64% 0.443%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\

Data File : BF109106.D

Aca On : 18 Sep 2018 20:02

Operator : JU/SJ

3?22 le - J4952-01 2015-161-20-RB36584RT-RBA7184R
ALS Vial : 16 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
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.718 2271 2275 2279 rBV 234796 305101 14.22% 1.360%

36 16.607 2423 2426 2434 rVB3 85180 143764 6.70% 0.641%

Sum of corrected areas: 22439827
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\

Data File : BF109106.D

Aca On : 18 Sep 2018 20:02

Operator : JU/SJ

3?22 le - J4952-01 2015-161-20-RB36584RT-RBA7184R
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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: BF109106.D

2500000
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5.33
6.88
2000000 6.35

1500000 78

1000000 6.72

500000
491 L JL i
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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: BF109106.D
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Abundance TIC: BF109106.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\

Data File : BF109106.D

Aca On : 18 Sep 2018 20:02

Operator : JU/SJ

3?22 le - J4952-01 2015-161-20-RB36584RT-RBA7184R
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 1

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

6.49 48.99 ng 1884670 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 706 (6.490 min): BF109106.D (-702) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 ®0 J TS50 Gk ok 580
01 B e e m/z 68.10 43.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 ISR S R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.89%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.00 27 .73%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.96%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| I AEREEREEEEEES S
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\

Data File : BF109106.D

Aca On : 18 Sep 2018 20:02

Operator : JU/SJ

3?22 le - J4952-01 2015-161-20-RB36584RT-RBA7184R
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.20 ng 91243 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 18
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 18
Abundance Scan 1604 (11.772 min): BF109106.D (-1600) (-) m/z 73.00 100.00%
431 730

5000

11.40 11.60 11.80 12.00

0 m/z 43.10 90.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA L L L L L I

11.40 11.60 11.80 12.00
256.0 m/z 60.00 82.16%

83.0
157.0 1g5.0 213.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid
73.0
430 e NS e
' 11.40 11.60 11.80 12.00
m/z 57.05 79.12%
5000 129.0
185.0 228.0
97.0
b 157.0
0,‘,‘ e ,“...‘.,L..‘.‘:,.“...,‘....,.*.‘.. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid R ma T o R
43.0 11.40 11.60 11.80 12.00
m/z 41.00 65.88%
5000
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\

Data File : BF109106.D

Aca On : 18 Sep 2018 20:02

Operator : JU/SJ

3?22 le - J4952-01 2015-161-20-RB36584RT-RBA7184R
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 1-Heneicosyl formate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.72 5.39 ng 356211 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
3 Cvclopentadecane 210 C15H30 000295-48-7 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
Abundance Scan 1935 (13.719 min): BF109106.D (-1931) (-) m/z 57.10 100.00%
57.1
83.1
5000
139.2 13.40 13.60 13.80 14.00
- 168.1 196.2 2431 282.0 /7 4310 87 310

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate
57.0 83.0

13.I40 13.I60 13.I80 14.I00
m/z 83.10 78.14%

5000

o 139.0 167.0 196.0220.0  266.0294.0 305
rprer

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

-

Abundance #194133: Dichloroacetic acid, heptadecy! ester

57.0 83.0

13.40 13.60 13.80 14.00
5000 m/z 97.10 75.67%
29.0
o 139.0 168.0  210.0 238.0 266.0 295.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69584: Cyclopentadecane R R mama

55.0 13.40 13.60 13.80 14.00

m/z 55.10 72 .98%

5000
111.0

N

(o]

o
(o]
w
o

L] o smonss
0 I | | N I ‘

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00

8270-BF091418_.M Wed Sep 19 13:05:16 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\

Data File : BF109106.D

Aca On : 18 Sep 2018 20:02

Operator : JU/SJ

3?22 le - J4952-01 2015-161-20-RB36584RT-RBA7184R
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 1-Decanol, 2-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.35 3.94 ng 260132 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
5 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 87

Abundance Scan 2042 (14.348 min): BF109106.D (-2039) (-) m/z 57.10 100.00%

57.1

5000

14.00 14.20 14.40 14.60
m/z 43.10 75.20%

139.1 168.1

0 210.2 258.1 295.3 327.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #95994: 1-Decanol, 2-hexyl-
57.0

5000 LA L L L L LB L
14.00 14.20 14.40 14.60
m/z 71.10 64 .39%
. 139.0 1650 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #143260: 1-Dodecanoal, 2-octyl-
57.0

14.00 14.20 14.40 14.60
m/z 55.10 50.61%

5000
111.0
29.0
0 139.0 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #119525: 1-Decanoal, 2-octyl- A Ba T o
57.0 14.00 14.20 14.40 14.60

m/z 83.10 46.26%

5000

29.0

0 T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\

Data File : BF109106.D

Aca On : 18 Sep 2018 20:02

Operator : JU/SJ

3?22 le - J4952-01 2015-161-20-RB36584RT-RBA7184R
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.64 3.95 ng 180423 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Nonadecane, 2,3-dimethyl- 296 C21H44 075163-99-4 90
Abundance Scan 2092 (14.642 min): BF109106.D (-2089) (-) m/z 57.10 100.00%
51.1
85.1
5000 ‘
R U AL SO B
141 1 207 1 14.40 14.60 14.80 15.00
ol | ,J 1[1 Lod 2092 <70 288,2268.0 30113820 m/z 71.10 76.57%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 LRI B B BULRLIL
mmmmmmmm
113 m/z 43.10 58.76%
oﬁg ltlﬁmm%mmnm%w%m
m/z--> 55 100 1éo 200 2%0 300 3éo
Abundance #194493: Hexacosane
57.0
" 14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 57.15%
. 290 L || [*30141.0160.0197.0225.0253.0 29503230 367.0
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance #117638: Nonadecane A B o e
57.0 14.40 14.60 14.80 15.00
m/z 41.00 23.80%
29.0
o ‘ | | Jllf’ 0‘141 0169.0197.02250 268.0
m/z--> 50 160 150 260 250 300 3éo 1420 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\

Data File : BF109106.D

Aca On : 18 Sep 2018 20:02

Operator : JU/SJ

3?22 le - J4952-01 2015-161-20-RB36584RT-RBA7184R
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Oxirane, tridecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.77 2.46 ng 112685 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. tridecvl- 226 C15H300 018633-25-5 95
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
3 1.19-Eicosadiene 278 C20H38 014811-95-1 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 17-Octadecenal 266 C18H340 056554-86-0 91

Abundance Scan 2114 (14.771 min): BF109106.D (-2111) (-) m/z 57.10 100.00%

5000

14.40 14.60 14.80 15.00
m/z 82.05 94.41%

170.0 214.1

2541979 1304 2329.2

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82972: Oxirane, tridecyl-

5000

14.40 14.'60 14.'80 15.'00
110.0 m/z 43.10 82 .55%

138.0 168.0194.0 226.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129467: Oxirane, heptadecyl-

14.40 14.60 14.80 15.00
m/z 83.10 65.44%

5000
110.0
. 1380 166.0 1040  236.0 264.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #126193: 1,19-Eicosadiene B B
58.0 14.40 14.60 14.80 15.00
m/z 96.10 63.35%
5000 82.0
29.0
09.0
ol 1l | 138.0  180.0208.0 250.0278.0
S A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\

Data File : BF109106.D

Aca On : 18 Sep 2018 20:02

Operator : JU/SJ

3?22 le - J4952-01 2015-161-20-RB36584RT-RBA7184R
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .96 6.33 ng 289649 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 81
2 Heptadecane 240 C17H36 000629-78-7 81
3 Eicosane 282 C20H42 000112-95-8 74
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 72
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 72
Abundance Scan 2146 (14.960 min): BF109106.D (-2142) (-) m/z 57.10 100.00%
57.1
85.1
5000
252.1 N
l | | F1?11412169219712241 2001 3311 14.60 14.80 15.00 15.20
ol bbb g 20921071220 ) 2001 3311 m/z 71.10 72.83%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 L B UL BRI SULRL B
14 60 14. 80 15. oo 15.20
m/z 43.10 65.48%
29.0 113.0
oLl L |y 1.|I [141:0160.0197.0225.02530 2960
m/z--> §o 100 150 260 250 300 3%0
Abundance #94346: Heptadecane
57.0
85.0 14.60 14.80 15.00 1520
5000 m/z 85.10 55.56%
29.0
. L‘ | “ ‘113 0141 0‘169.0197.0 249.0 m
m/z--> §o 100 1éo 260 2%0 360 3%0
Abundance #129490: Eicosane L B o
57.0 14.60 14.80 15.00 15.20
m/z 252.10 24 .25%
85.0
5000
0L L T e emoms ogsozzo
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\

Data File : BF109106.D

Aca On : 18 Sep 2018 20:02

Operator : JU/SJ

3?22 le - J4952-01 2015-161-20-RB36584RT-RBA7184R
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.14 3.17 ng 144963 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 97
3 Pervlene 252 C20H12 000198-55-0 96
4 Benzolklfluoranthene 252 C20H12 000207-08-9 95
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95
Abundance Scan 2177 (15.142 min): BF109106.D (-2174) (-) m/z 252.10 100.00%
25p.1
5000
1251 14.80 15.00 15.20 15.40
224.1
ol 20870 , | 15211840 207 | 29123192 3652 Ty 250.05  27.42%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
25p.
5000

14.80 15.00 15.20 15.40
m/z 253.10 21.81%

125.0
o 50.0 83.0 , | 1740  224.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene
252.0
14.80 15.00 15.20 15.40
5000 m/z 125.10 12.44%
126.0
o 63.0 99.0. | 1740 2240 H
—— T e e
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene R RRRE man
252.0 14.80 15.00 15.20 15.40
m/z 126.00 11.67%
5000
125.0
017.0 50.0 83.0 \| 174.0 224.0
T T T T T T T e R R R e
m/z--> 50 100 150 200 250 300 350 14. 80 15. OO 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\

Data File : BF109106.D

Aca On : 18 Sep 2018 20:02

Operator : JU/SJ

3?22 le - J4952-01 2015-161-20-RB36584RT-RBA7184R
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Octadecanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.49 2.17 ng 99423 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 1.19-Eicosadiene 278 C20H38 014811-95-1 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
4 Tetracosanal 352 C24H480 057866-08-7 87
5 9-Octadecen-1-ol, (E)- 268 C18H360 000506-42-3 70

Abundance Scan 2236 (15.489 min): BF109106.D (-2234) (-) m/z 57.10 100.00%

1

5000
170.0 207.1 2520 g9 327.1 365.2 15.20 15.40 15.60 15.80
(o} m/z 82.10 87.07%
m/z--> 50 100 150 200 250 300 350
Abundance #117604: Octadecanal
43.0
82.0
5000 LA L L L L L LB
15.20 15.40 15.60 15.80
m/z 43.10 84 .43%
o150 n }3801660194022202500
I~ I T T T T I T T T T T T T T I T T T T I T T
m/z--> 50 100 150 200 250 300 350
Abundance #126193: 1,19-Eicosadiene
53.0
AR EEEEE S
15.20 15.40 15.60 15.80
5000 83.0 m/z 83.10 63.68%
o zﬂo\ 1 ‘. JL ﬂ°13?0 180.0208.0 250.0278.0
il T
m/z--> 50 10 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl- AR EEEEE S
82.0 15.20 15.40 15.60 15.80
m/z 55.05 59.56%
43.0
5000
10. O
m/z--> 50 100 O 200 250 300 350 15.20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\

Data File : BF109106.D

Aca On : 18 Sep 2018 20:02

Operator : JU/SJ

3?22 le - J4952-01 2015-161-20-RB36584RT-RBA7184R
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.72 6.67 ng 305101 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2275 (15.718 min): BF109106.D (-2271) (-) m/z 57.10 100.00%
51.1
85.1
5000
l | l[113 1141 1169.2197.1224.1252.0279.2 3141 3551 15.40 15.60 1580 16,00 _
oL ...,.". ! T m/z 71.10 73.72%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
51.0
85.0
5000 L BRI LS BN UL
15.40 15.60 15.80 16.00
29.0 m/z 43.10 61.97%
o LAl 1.|1{?9141016901970 240.0
m/z--> 50 100 150 200 2%0 300 350
Abundance #141426: Heneicosane
57.0
650 15.40 15.60 15.80 16.00
5000 ' m/z 85.10 55.93%
29.0 113.0
oL “‘ | | ] 41:0160.0197.0225.0253,0 296.0 MLJ
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl- B R o
57.0 15.40 15.60 15.80 16.00
m/z 55.10 23.30%
0% T ’\J\MJ\A’V'\—/A/W
113.0 155.0
Ouuuu‘l".“! I\il.ﬂl .‘j.”.. Jllll8l\3|0 IZ?S;OI N — I o
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF091818\

Data File : BF109106.D

Acq On : 18 Sep 2018 20:02

Operator : JU/SJ

3?22 le - J4952-01 2015-161-20-RB36584RT-RBA7184R
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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 .49 6.49 49.0 ng 1884670 1 6.72 769372 20.0
n-Hexadecanoic acid 11.77 2.2 ng 91243 4 11.23 829804 20.0
1-Heneicosyl formate 13.72 5.4 ng 356211 5 13.85 1322100 20.0
1-Decanol, 2-hexyl- 14.35 3.9 ng 260132 5 13.85 1322100 20.0
Eicosane 14 .64 4.0 ng 180423 6 15.26 914670 20.0
Oxirane, tridecyl- 14.77 2.5 ng 112685 6 15.26 914670 20.0
Heneicosane 14 .96 6.3 ng 289649 6 15.26 914670 20.0
Benzo[e]pyrene 15.14 3.2 ng 144963 6 15.26 914670 20.0
Octadecanal 15.49 2.2 ng 99423 6 15.26 914670 20.0
Heptadecane 15.72 6.7 ng 305101 6 15.26 914670 20.0
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