LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114726.D

Aca On 1 Jun 2019 00:07

Operator : HP/JU

Sample : K3104-10

Misc :

ALS Vial : 11 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-BF052919 .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 5.316 542 549 552 rBVY 8421411 10360668 95.07% 9.851%
2 6.340 715 723 726 rBVY 8394936 10607358 97.34% 10.085%
3 6.469 739 745 748 rBVY 9525473 10897708 100.00% 10.361%
4 6.692 780 783 787 rVB 3011996 2568854 23.57% 2.442%
5 6.851 805 810 814 rBY 8146024 8335427 76.49% 7.925%
6 7.257 872 879 882 rBVY 6425113 7196545 66.04% 6.842%
7 7.975 996 1001 1004 rBY 3821823 3296691 30.25% 3.134%
8 8.416 1072 1076 1079 rBV 101150 136026 1.25% 0.129%
9 9.051 1178 1184 1187 rBV 10118237 10616737 97.42% 10.094%
10 9.133 1194 1198 1202 rBvV3 153936 192309 1.76% 0.183%

11 9.439 1246 1250 1253 rBV 2266145 1918715 17.61% 1.824%
12 9.498 1257 1260 1264 rVvB2 127180 135549 1.24% 0.129%
13 9.598 1274 1277 1280 rBV3 219777 284896 2.61% 0.271%
14 9.639 1282 1284 1287 rVB 546166 478331 4_.39% 0.455%
15 9.675 1287 1290 1293 rBV2 134323 171555 1.57% 0.163%

16 9.722 1293 1298 1304 rVV 4112689 3907389 35.86% 3.715%
17 9.775 1304 1307 1311 rBV 168469 222976 2.05% 0.212%
18 9.992 1342 1344 1348 rBVv2 132309 170498 1.56% 0.162%
19 10.098 1359 1362 1365 rBv4 175147 182296 1.67% 0.173%
20 10.133 1365 1368 1372 rVV2 480637 468057 4 _30% 0.445%

21 10.504 1426 1431 1434 rBV 6530024 6869644 63.04% 6.532%
22 11.192 1545 1548 1551 rBV 3537705 3425734 31.44% 3.257%
23 11.216 1551 1552 1556 rVB 793465 483845 4.44% 0.460%
24 11.745 1639 1642 1647 rVB 1591354 1481485 13.59% 1.409%
25 12.398 1750 1753 1756 rBV 1224231 956472 8.78% 0.909%

26 12.521 1771 1774 1777 rBV 592140 612969 5.62% 0.583%
27 12.621 1789 1791 1794 rVB 787767 657258 6.03% 0.625%
28 12.780 1813 1818 1821 rVB 8086159 8013141 73.53% 7.619%
29 13.680 1968 1971 1978 rVB 1775130 1787105 16.40% 1.699%
30 13.816 1990 1994 1997 rBV 3112224 2926000 26.85% 2.782%

31 13.839 1997 1998 2000 rVB 265262 130236 1.20% 0.124%
32 14.310 2075 2078 2082 rBV 299201 326824 3.00% 0.311%
33 14.463 2101 2104 2107 rVB 153476 139980 1.28% 0.133%
34 14.604 2125 2128 2136 rVV 219336 282948 2.60% 0.269%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114726.D

Aca On 1 Jun 2019 00:07

Operator : HP/JU

Sample : K3104-10

Misc :

ALS Vial : 11 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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.674 2136 2140 2145 rVB 385166 400399 3.67% 0.381%

36 14.810 2160 2163 2166 rBV 150692 195624 1.80% 0.186%
37 14.915 2178 2181 2188 rVB2 241433 304608 2.80% 0.290%
38 15.198 2224 2229 2234 rBV 1930461 2357742 21.64% 2.242%
39 15.262 2237 2240 2244 rVB 178679 214671 1.97% 0.204%
40 15.662 2304 2308 2311 rBV 198866 264988 2.43% 0.252%

41 15.698 2311 2314 2323 rVB2 244016 432925 3.97% 0.412%
42 15.868 2340 2343 2353 rVB10 60313 125884 1.16% 0.120%
43 16.121 2382 2386 2395 rVB3 77913 159512 1.46% 0.152%
44 16.657 2472 2477 2482 rBY 57561 115797 1.06% 0.110%
45 16.727 2483 2489 2497 rVV9 74059 200049 1.84% 0.190%

46 17.074 2543 2548 2558 rVB9 68890 161834 1.49% 0.154%

Sum of corrected areas: 105176259
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\

BF114726.D

1 Jun 2019 00:07

HP/JU

K3104-10

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1e+07

8000000

6000000

4000000

2000000

TIC: BF114726.D
6.47

5.32 6.34

6.85

6.69

7.26

0
Time-->

T
5.00

Abundance
1e+07

8000000

6000000

4000000

2000000

7.97

TIC: BF114726.D

10.50

11.19
9.72

va\/\/

0
Time-->

12.00 12.50

11.50

T
10.00

9.50 10.50 11.00

13.00

Abundance
1e+07

8000000

6000000

4000000

2000000

TIC: BF114726.D

15.20

14'31'4.465':6@11,3192 5.26

156695 87 16.12 16663 17.07

0
Time-->

™1
13.50

I
17.00 17.50

T
18.00

15.50

16.00 16.50

14.50 15.00

14.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114726.D

Aca On 1 Jun 2019 00:07

Operator : HP/JU

Sample : K3104-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 unknown6.47 Concentration Rank 1

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

6.47 84.84 ng 10897700 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 745 (6.469 min): BF114726.D (-739) (-) m/z 132.00 100.00%
5000 68
40 % J " 620 640 6.60 6.80
|7 e | sus o w/z 68.00  40.18%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U R UL U A
6.20 6.40 6.60 6.80
31 78 m/z 134.00 35.96%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 620 640 6.60 6.80
5000 67 m/z 66.00 26.33%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I R RS e o S B A
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 16.48%
5000 98 116
N ...,....,.?% . WQ7.M‘. A 188 .1§?. SN & S | SN
m/z--> 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\BF053119\
Data File : BF114726.D

Aca On 1 Jun 2019 00:07

Operator : HP/JU

Sample : K3104-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 unknown9.64 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

9.64 2.45 ng 478331 Acenaphthene-d10 9.72

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Silane. chlorodiethvl(2-methvlpe... 222 C10H23CIOSi 1000363-12-7 40

2 Cvclohexane. 1.17.1""-(l-ethanvl... 276 C20H36 055682-86-5 35

3 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 35
4 Hexadecanedinitrile 248 C16H28N2 006812-44-8 22

5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-98-2 14
Abundance Scan 1284 (9.639 min): BF114726.D (-1282) (-) m/z 193.20 100.00%

193
69 97
55
5000 41 83 123
137 RS R A LN B
I 152165 208 9.40 9.60 9.80 10.00
,n.“”.“”.“”.“”.“!”“.”..”“.”. m/z 97.10 65.99Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #78627: Silan(i6 chlorodiethyl(2-methylpentyloxy)-
109

123 193

5000 83 LA L L L L L LB
9.40 9.60 9.80 10.00
43 m/z 69.10 65.69%
29 e 137151 445 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124604: Cyclohexane, 1,1',1"-(1-ethanyl-2-ylidene)tris-
55
83 L MMM
41 97 9.40 9.60 9.80 10.00
5000 m/z 109.10 55.95%
193
9 111
2
13 4 |, | “ b h\ 137151165179 | 207 229 276
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60376: 6-Nitroundec-5-ene Rm e R
55 9.40 9.60 9.80 10.00
m/z 55.00 53.93%
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 980 10 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114726.D

Aca On 1 Jun 2019 00:07

Operator : HP/JU

Sample : K3104-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 unknownl10.13 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.13 2.40 ng 468057 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4_.1Tundeca-3... 222 C13H1803 070412-52-1 45
2 4-Fluorobenzoic acid. 5-pentadec... 350 C22H35F02 1000280-68-6 43
3 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 43
4 4-Fluorobenzoic acid. 3-tridecvl... 322 C20H31F02 1000280-67-9 43
5 4-Fluorobenzoic acid, 2-tridecyl... 322 C20H31FO02 1000280-67-8 43
Abundance Scan 1367 (10.128 min): BF114726.D (-1365) (-) m/z 123.10 100.00%
| 173

5000
a1 55 69 g1 95 109

9.80 10.00 10.20 10.40
m/z 173.10  73.84%

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

Abundance #79089: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one, 1,...
123
43
5000 179 L L L L L B
109 299 9.80 10.00 10.20 10.40
137 m/z 55.00 42 .05%
7 o P eoss b | |l 18l | o
R e B B e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #184119: 4-Fluorobenzoic acid, 5-pentadecyl ester
123
AR am s
9.80 10.00 10.20 10.40
5000 m/z 69.05 39.99%
41
29 55 6
T e
O N = T T S 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne R R mamEE
123 9.80 10.00 10.20 10.40
m/z 95.10 37.02%
5000
138
H‘» M M\ S 1 S ——
m/z--> 20 80 100 120 140 160 180 200 220 240 9. 80 10. 00 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114726.D

Aca On 1 Jun 2019 00:07

Operator : HP/JU

Sample : K3104-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.75 8.65 ng 1481490 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 70

Abundance Scan 1643 (11.751 min): BF114726.D (-1639) (-) m/z 73.00 100.00%

5000

—

200 1140 11,60 11.80 12.00
o 272 298 330 R T R

m/z 60.00 76.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid

—

5000

11.40 11. 60 11. 80 12. OO
256 m/z 43.00 72.44%

157 1g5 213

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

%

Abundance #84455: Tetradecanoic acid
73
R B .
11.40 11.60 11.80 12.00
so00] 43 129 m/z 57.00 60.27%
185
‘ H 228
e AT e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72646: Tridecanoic acid R B .
43 73 11.40 11.60 11.80 12.00
m/z 55.00 56.75%
= MJ\__J\/\A’W\W
ZT ‘ 2
0 O O A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114726.D

Aca On 1 Jun 2019 00:07

Operator : HP/JU

Sample : K3104-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.52 4.19 ng 612969 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Decanoic acid 172 C10H2002 000334-48-5 78
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 1774 (12.521 min): BF114726.D (-1771) (-) m/z 73.00 100.00%
7B
—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
284 12.20 12.40 12.60 12.80
0 300317 m/z 43.05 98.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131262: Octadecanoic acid
7B
43
129
5000 284 LA L L L L L L L L L
nmnmnmnm
m/z 57.05 85.89Y%
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43 78
12120 12,40 12.60 12.80
5000 129 m/z 60.00 78.52%
2 ‘ 199 242
A T . 2 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39474: n-Decanoic acid B e e A RaE
78 12.20 12.40 12.60 12.80
m/z 55.00 67.07%
129
5000
5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114726.D

Aca On 1 Jun 2019 00:07

Operator : HP/JU

Sample : K3104-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.68 12.22 ng 1787110 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 1971 (13.680 min): BF114726.D (-1968) (-) m/z 83.10 100.00%
57 83
5000 111 ‘A-_w~wnﬂvwﬂ\‘va‘_ﬂhha—
SR AR SN SR B
139 13.40 13.60 13.80 14.00
ol UL L b7y 307 194218 248 280 312336 | n77; 57.05  94.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
56
83
5000 SR AR SN SR B
13.40 13.60 13.80 14.00
29 111 m/z 97.10 87.67%
J I I i l 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 55.00 86.82%
29
Jl \ } | l1?9.168 196 238 266
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester N B E
57 13.40 13.60 13.80 14.00
83 m/z 43.10 86 .34%
5000 111 Nm\~Jﬂﬂw~*fv~ﬂ\-&MA~_A—vﬂ“
29 169
LA ‘klhl?g. |, 20 285 406
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00

8270-BF052919.M Mon Jun 03 04:46:41 2019
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
BF114726.D
1 Jun 2019 00:07
HP/JuU
K3104-10

11 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Eicosene, (E)-

Concentration Rank 13

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

14.31 2.23 ng 326824 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (BE)- 280 C20H40 074685-33-9 95
2 Tetracosane 338 C24H50 000646-31-1 92
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 91

4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 87
5 Z-12-Pentacosene 350 C25H50 1000131-09-4 84
Abundance Scan 2078 (14.310 min): BF114726.D (-2075) (-) m/z 57.00 100.00%
57
5000 85
Y 33155 187 225245265286 322 357 397 14.00 14.20 14.40 14.60
Ob by m/z 71.05 66 .36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 LA L L L L L LB L |
29 11 14.00 14.20 14.40 14.60
m/z 43.10 65.69%
| L |139 167 196 224 252 280
e e Lt S T IR o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
O i e e o U S
g5 14.00 14.20 14.40 14.60
5000 m/z 85.10 45_.68%
29 113
1 i ‘ | \ (141 169 197 205 253 338
e T e i
m/z--> 50 100 150 200 250 300 350 400
Abundance #156673: Ethanol, 2-(octadecyloxy)- T
57 14.00 14.20 14.40 14.60
m/z 55.00 40.18%
5000
29
} ‘111
JL‘\ Ll mlflileg 197 224 252 283 gy
e : o e T S O i e e o U S
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF052919.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114726.D

Aca On 1 Jun 2019 00:07

Operator : HP/JU

Sample : K3104-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.60 2.40 ng 282948 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 2127 (14.598 min): BF114726.D (-2125) (-) m/z 57.10 100.00%
57
5000 85
113 141 183 14.20 14.40 14.60 14.80 15.00
ol bl 16375 212233201 283 306 3323%0 m/z 71.10  65.69%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 AR AR BRI B B
85 14120 1440 14.60 14.80 15.00
29 m/z 43.10 56.97%
[ d 00 e 107 226
m/z--> §0 100 1%0 260 250 360 3%0
Abundance #185533: Pentacosane
57
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.05 51.08%
113
29 | | ﬂ LY 199189211 239 267 205 333 352
m/z--> 50 100 150 200 250 360 3%0
Abundance #194493: Hexacosane RSN BN L BN N
57 14.20 14.40 14.60 14.80 15.00
m/z 41.00 17 .45%
5000 85
29 ‘ i || M3 ,19 169 197 205 253 295 323 367

m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14. 60 14. 80 15. 00

8270-BF052919.M Mon Jun 03 04:46:42 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114726.D

Aca On 1 Jun 2019 00:07

Operator : HP/JU

Sample : K3104-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Supraene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.67 3.40 ng 400399 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 78
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 64
5 Diethylmalonic acid, monochlorid... 352 C10H13BrCIF303 1000370-81-2 50
Abundance Scan 2139 (14.668 min): BF114726.D (-2136) (-) m/z 69.00 100.00%
60
5000 -~J¥\~¢L~WNAJk,h,~vf\wv_ﬁﬁ
Tl 40 1450 1450 1560
253 : : : :
Ol g A7 1 161 203 231299274 200319342367 | Tnzz  81.00 51.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 L I S IS A
14.40 14.60 14.80 15.00
41 m/z 41.00 23.53%
e d 117 1 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
14,40 1460 14.80 15.00
s000] 4 m/z 95.05 13.09%
95
L u ;17 , 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R EEEEE RS
69 14.40 14.60 14.80 15.00
m/z 68.00 10.91%
5000
41
95
m/z--> 50 160 1%0 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF052919.M Mon Jun 03 04:46:43 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114726.D

Aca On 1 Jun 2019 00:07

Operator : HP/JU

Sample : K3104-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .92 2.58 ng 304608 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87
Abundance Scan 2182 (14.921 min): BF114726.D (-2178) (-) m/z 57.05 100.00%
57
85
5000
141 207 14.60 14.80 15.00 15.20
ol 1] “ ll L7 A6L183 T 238262 801828 3% "m/z 71.05  75.24%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LR DL BRI S B

14,60 14.80 15.00 15.20
m/z 43.05 64.41%

29
Pl 11}3‘1§1 169 197 225 253 205 323 367
e . i S SR
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
e
g5 14.60 14.80 15.00 15.20
5000 m/z 85.05 59.24%
29 113
UL LT 141 160 197 205 253 206
R e T T e LR E R R R R
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R Amm SR
57 14.60 14.80 15.00 15.20
m/z 55.10 21.37%
5000 85
113
290 | || |7 4 169 107 225 267 295 365 393
s I I T T e e R SN
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF052919.M Mon Jun 03 04:46:43 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114726.D

Aca On 1 Jun 2019 00:07

Operator : HP/JU

Sample : K3104-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.25 ng 264988 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2308 (15.662 min): BF114726.D (-2304) (-) m/z 57.00 100.00%

5000

99 I AR e
41 183 204 281 341 15.40 15.60 15.80 16.00

m/z 71.05 78.27%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #129490: Eicosane
5|7
5000 TT T[T T T T[T T rrrrrrr1
15.40 15.60 15.80 16.00
99 m/z 43.00 58.31%
24 J] 41 183 225 282
R o e o o B REREE RS
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
R N REE
15.40 15.60 15.80 16.00
5000 m/z 85.05 55.59%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane R B R R R T
57 15.40 15.60 15.80 16.00

m/z 55.00 20.56%

5000

99
] 141 183 225 267 309 367

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15 60 15. 80 16.00

8270-BF052919.M Mon Jun 03 04:46:44 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114726.D

Aca On 1 Jun 2019 00:07

Operator : HP/JU

Sample : K3104-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.70 3.67 ng 432925 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance Scan 2314 (15.698 min): BF114726.D (-2311) (-) m/z 83.10 100.00%
57
LI BRI BN U
3 182 231 264 15.40 15.60 15.80 16.00
. Loz 2. 210 283 m/z 97.05 99.14%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
g5 83
5000 111 L A SR B SURRA
15.40 15.60 15.80 16.00
29 m/z 57.00 93.44Y%
139
| 7,167 196 238 266 294
m/z--> 50 100 150 260 2éo 360 3%0
Abundance #166292: Behenic alcohol
55 83
15.40 15.60 15.80 16.00
5000 11 m/z 43.00 92.93%
29
e Hn | |15 167 100 224 252 200 0 MM
m/z--> éo 160 1éo 200 250 300 3%0
Abundance #186968: n-Tetracosanol-1 R R e R
57 83 15.40 15.60 15.80 16.00
m/z 55.00 88.16%
- | L}\“A“”““NﬂwjJ\\“AAhwwkvf\w
29 139
1L M | J\ I 1}‘ | 167 195 222 250 280 308 336
m/z--> éo 160 1éo 260 2éo 360 3%0 15M0 15%0 1580 1&50

8270-BF052919.M Mon Jun 03 04:46:44 2019 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF053119\
Data File : BF114726.D

Acq On 1 Jun 2019 00:07

Operator : HP/JU

Sample - K3104-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052919_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 .47 6.47 84.8 ng 10897700 1 6.69 2568850 20.0
unknown9 .64 9.64 2.5 ng 478331 3 9.72 3907390 20.0
unknown10.13 10.13 2.4 ng 468057 3 9.72 3907390 20.0
n-Hexadecanoic acid 11.75 8.7 ng 1481490 4 11.19 3425730 20.0
Octadecanoic acid 12.52 4.2 ng 612969 5 13.82 2926000 20.0
5-Eicosene, (E)- 13.68 12.2 ng 1787110 5 13.82 2926000 20.0
3-Eicosene, (E)- 14.31 2.2 ng 326824 5 13.82 2926000 20.0
Hexadecane 14.60 2.4 ng 282948 6 15.20 2357740 20.0
Supraene 14.67 3.4 ng 400399 6 15.20 2357740 20.0
Hexacosane 14.92 2.6 ng 304608 6 15.20 2357740 20.0
Eicosane 15.66 2.3 ng 264988 6 15.20 2357740 20.0
1-Heneicosanol 15.70 3.7 ng 432925 6 15.20 2357740 20.0
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