LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112277.D

Aca On : 28 Jan 2019 16:25

Operator : JU/SJ

Sample : K1261-03

Misc :

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-BF012519.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 2.163 5 13 18 rVB 182080 242535 3.16% 0.369%
2 5.081 505 509 521 rVB 203437 319047 4.16% 0.486%
3 5.487 573 578 581 rBY 5460674 5610576 73.21% 8.543%
4 6.492 743 749 752 rBV 5246543 6071525 79.23% 9.245%
5 6.622 766 771 774 rBV 6470435 6282630 81.98% 9.567%
6 6.839 805 808 816 rBY 1570159 1320524 17.23% 2.011%
7 6.998 831 835 839 rBVY 5248551 4973151 64.90% 7.573%
8 7.404 898 904 907 rBVY 3607707 3917786 51.12% 5.966%
9 8.122 1020 1026 1033 rBV 1915929 1801249 23.51% 2.743%
10 8.545 1094 1098 1100 rBV 77389 81387 1.06% 0.124%

11 9.198 1203 1209 1212 rBV 7557191 7449495 97.21% 11.343%
12 9.586 1272 1275 1279 rBV 497028 461704 6.02% 0.703%
13 9.875 1317 1324 1328 rBV 2161262 2084704 27.20% 3.174%
14 10.669 1454 1459 1472 rBV 4648996 5266478 68.72% 8.019%
15 11.363 1573 1577 1580 rBV 2536731 2247888 29.33% 3.423%

16 11.386 1580 1581 1585 rVB 259373 152157 1.99% 0.232%
17 11.892 1664 1667 1673 rVB3 570032 575899 7.52% 0.877%
18 11.974 1678 1681 1684 rBV2 72791 85086 1.11% 0.130%
19 12.404 1750 1754 1758 rBV2 86513 126435 1.65% 0.193%
20 12.574 1780 1783 1789 rBV 564106 492716 6.43% 0.750%

21 12.669 1796 1799 1806 rBV2 101369 101186 1.32% 0.154%
22 12.804 1816 1822 1826 rBV 488585 516032 6.73% 0.786%
23 12.951 1841 1847 1850 rBV 7493571 7663241 100.00% 11.669%
24 13.239 1892 1896 1900 rBV2 54521 85436 1.11% 0.130%
25 13.510 1939 1942 1944 rBV 91007 82575 1.08% 0.126%

26 13.827 1993 1996 2007 rVB2 759841 1035138 13.51% 1.576%
27 14.004 2021 2026 2029 rBV 2130109 2121790 27.69% 3.231%
28 14.027 2029 2030 2036 rVB 194140 134136 1.75% 0.204%
29 14.151 2048 2051 2057 rBV 159225 172410 2.25% 0.263%
30 14.457 2100 2103 2111 rVB 274666 339734 4.43% 0.517%

31 14.757 2151 2154 2159 rVB 255286 267870 3.50% 0.408%
32 14.833 2164 2167 2172 rVB 285683 291690 3.81% 0.444%
33 15.039 2199 2202 2205 rBV 148343 208555 2.72% 0.318%
34 15.092 2208 2211 2219 rVB 347576 427711 5.58% 0.651%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112277.D

Aca On : 28 Jan 2019 16:25

Operator : JU/SJ

Sample : K1261-03

Misc :

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.339 2251 2253 2260 rVB 107800 163790 2.14% 0.249%
36 15.404 2261 2264 2269 rBV 103140 126895 1.66% 0.193%
37 15.468 2270 2275 2283 rBV 1382174 1785523 23.30% 2.719%

38 15.898 2343 2348 2353 rBV 257104 399344 5.21% 0.608%
39 16.398 2429 2433 2437 rBV2 117277 186531 2.43% 0.284%

Sum of corrected areas: 65672559
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\

BF112277.D

28 Jan 2019 16:25

JussJ

K1261-03

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF112277.D

6.62

5.49

6.49 7.00

7.40

5.08

0 AN
Time-->

5.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF112277.D

10.67

11.36

812 9.87

11.89

~jk.qp?

12.5712.80

12.40 EZ.G? 13.24

9.59

11.39

8.55

0

Time-->

8.00

12.50 13.00

11.50

12. 00

10.00

10.50 11.00

9.00 9.50

8.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

05

TIC: BF112277.D

14.00
15.47

1 Qals 14.46 14%??%@? 155,

15.90 16.40

Time-->

13 50

18 00

18.50

16.00 16.50

17.00 17. 50

14.00

14.50 15. 00

15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112277.D

Aca On : 28 Jan 2019 16:25

Operator : JU/SJ

Sample : K1261-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 8

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

2.16 3.67 ng 242535 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
3 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (2.157 min): BF112277.D (-5) (-) m/z 73.10 100.00%
741

5000 43.0

—

55.0 87.1

2.20 2.30 2.40 2.50 2.60
"I""I'"'I""Illl'l"l""I'"'Il'!"I""I'"'I""I""I""I""I""I"' m/z 43.05 37.28%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L L L BB B
43.0 2.20 2.30 2.40 2.50 2.60
w550 87.0 m/z 55.05 26.34%
29.0
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4398: Silane, ethyltrimethyl-
73.0
2.20 2.30 2.40 2.50 2.60
5000 59.0 m/z 87.10 22.83%
87.0
43.0
29.0 || 102.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether N Bamas R ma
73.0 2.20 2.30 2.40 2.50 2.60

m/z 41.05 11.72%

5000

450 590
150 290 ' \ _87.0 103.0 130.0 147.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.20 2.30 2.40 2.50 2.60

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112277.D

Aca On : 28 Jan 2019 16:25

Operator : JU/SJ

Sample : K1261-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.08 4.83 ng 319047 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 509 (5.081 min): BF112277.D (-505) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 SSNU— L S G
| 83.0 480 500 520 5.40
VAT OSVTY e PN m/z 59.10 60.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A UL LS L AR
59.0 480 500 520 5.40
m/z 101.10 22 .99%
31.0 101.0
"'I”"I”'T””'“““"I”:'I”"I”"F%q'l”"l”"ﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43.0
480 500 520 540
5000 m/z 58.10 13.68%
101.0
15.0 270 6.0 71.0
"w"'w"HM'"w“l'w"{'w"'h"'wgqu"'W"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4425: Butane, 1-ethoxy- s S ARRRE
54.0 480 500 520 5.40
31.0 m/z 41.10 10.13%
5000 41.0
73.0
130 | mso.o“ | 870 1020
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112277.D

Aca On : 28 Jan 2019 16:25

Operator : JU/SJ

Sample : K1261-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.62 Concentration Rank 1

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

6.62 95.15 ng 6282630 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Xenon 132 Xe 007440-63-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 771 (6.622 min): BF112277.D (-766) (-) m/z 132.00 100.00%
132.0
5000 68.1
w01 | %1 \ T
54.0 . . . . .
et 8L 1980170 W 07 Ge 0 39, 80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i DA
40 550 7 e m/z 134.00  34.06%
79. :
.|....|....||.|...i|.|...|.'.|.I||..I.I.||'....|..I:. .1.0.7.0...|.'|....| e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.05 25.81%
33.0 44.0 00 105.0
nz> 20 % 4 o e'o 50 80 106 116 120 10 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e BEaan m e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.63%
117.0
5000
39.0 910
o | Sy @omo | awmo || |
\ N | i \ | 1
m/z--> 20 30 40 50 60 70 80 9'0 1(')0 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112277.D

Aca On : 28 Jan 2019 16:25

Operator : JU/SJ

Sample : K1261-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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.
11.89 5.12 ng 575899 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76

Abundance Scan 1667 (11.892 min): BF112277.D (-1664) (-) m/z 73.00 100.00%

431 730

5000

_%

11.60 11.80 12.00 12.20
m/z 43.10 84.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 ’
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA B LI L B LB

11. 60 11. 80 12. 00 12 20
256.0 m/z 60.00 73.74%

157.0 1850 213.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43.0 ,,73.0

11.60 11.80 12.00 12.20
5000 129.0 m/z 41.10 67.65%

I

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

241.0  284.0

%

Abundance #72646: Tridecanoic acid e e
43.0 73.0 11.60 11.80 12.00 12.20
' m/z 57.05 66.43%
5000
129.0
214.0
i A
A O N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112277.D

Aca On : 28 Jan 2019 16:25

Operator : JU/SJ

Sample : K1261-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 9.76 ng 1035140 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance _ Scan 1996 (13.827 min): BF112277.D (-1993) (-) m/z 57.10 100.00%
RN BRI SO B B
139.1 2341 13.60 13.80 14.00 14.20
0 e 22052 m/z 43.10 99.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)-
58.0
83.0
5000 R BRI SO S B
13.60 13.80 14.00 14.20
29.0 m/z 55.10 97.23%
A | 139.0 167.0 196.0223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
550 83.0
1360 13.80 14.00 14.20
5000 m/z 83.10 94 .04%
29.0
e 1390 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 L B
57.0 83.0 13.60 13.80 14.00 14.20
m/z 97.10 83.89%
29.0
e 1920 167.0195.0222.0 250.0 280.0308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112277.D

Aca On : 28 Jan 2019 16:25

Operator : JU/SJ

Sample : K1261-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .46 3.20 ng 339734 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 90
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 87
Abundance Scan 2104 (14.463 min): BF112277.D (-2100) (-) m/z 57.10 100.00%
57.1
5000
1 7 221 so7.4| | 1430 2090 1450 180
. 183.2 : : : : : :
S 2914 3833 m/z 71.10 69.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57.0
5000 L SIS B SR U
14.20 14.40 14.60 14.80
m/z 43.10 66.36%
00 0y ‘] | 1410 183.0 224,0254.0
m/z--> éo 100 1éo 260 2éo 360 3%0 400
Abundance #175559: Tetracosane
57.0
1420 14.40 14.60 14.80
5000 m/z 85.10 57.87%
99.0
270) | | | | ; 410 1830 2550 333.0
mz> 80 : T T R
Abundance #141426: Heneicosane B R BEE s
57.0 14.20 14.40 14.60 14.80
m/z 55.10 34.68%
5000
99.0
ZwﬂleJ#@1%onm 296.0
m/z--> éo 100 150 200 250 360 3%0 400 1450 1440 1460 14%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112277.D

Aca On : 28 Jan 2019 16:25

Operator : JU/SJ

Sample : K1261-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.76 3.00 ng 267870 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2155 (14.762 min): BF112277.D (-2151) (-) m/z 57.10 100.00%
57.1
85.1
5000
131 14.40 14.60 14.80 1500
411 183.2
) — .|, 11 oL 18322111 25002811 3233 m/z 71.10 71.73%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 85.0 L AL UL BN B
mmmmmmmm
20.0 m/z 43.10 61.50%
. J ﬂ{l 141.0169.0107.02250 _ 2680
m/z--> 50 150 260 250 360 3%0
Abundance #141426: Heneicosane
57.0
o 14740 1460 14580 1500
5000 m/z 85.10 55.08%
29.0 13.0
1L [ ) 410160.0197.0225.0253.0 _296.0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane L B LB L N L B
57.0 14.40 14.60 14.80 15.00
m/z 41.10 20.88%
5000 85.0
29.0

1
i | | Jﬂ.\ 141.0160.0197.0225,02530 _ 205.0323.0 _ 367.0

m/z--> 50 100 150 200 250 300 350 14.40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112277.D

Aca On : 28 Jan 2019 16:25

Operator : JU/SJ

Sample : K1261-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.83 3.27 ng 291690 Perylene-di12 15.47
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 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 86
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 83
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 59
Abundance Scan 2166 (14.827 min): BF112277.D (-2164) (-) m/z 69.10 100.00%
69.1
2000 “~,AM,~A-/AVA“*,VMJ\WNVUM
R AL SO ML B
07. 1137 1 14.60 14.80 15.00 15.20
90, 0 101 2e22mp1 3412 T tie T e ey,
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LI BULILN UL UL B
14.60 14.80 15.00 15.20
3 o m/z 41.10 28.40%
29.o| L }07 O |, 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215930: Squalene
69.0
14160 14.80 15.00 15.20
5000 m/z 95.10 15.87%
w }0706379 191.0 231.0 273.0 341.0 410.0 rNWAVWNﬁWwaAWwwwMNKrwwm
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- R mEEEE RS S
69.0 14.60 14.80 15.00 15.20
m/z 68.05 13.12%
5000
136.0
239‘ ‘\ | 1050, | 177.0 21502480
m/z--> " 100 1%0 200 2%0 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112277.D

Aca On : 28 Jan 2019 16:25

Operator : JU/SJ

Sample : K1261-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.09 4.79 ng 427711 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2211 (15.092 min): BF112277.D (-2208) (-) m/z 57.10 100.00%
57.1
85.1
5000
1411 14.80 15.00 15,20 15.40
- .l, i lFl Ao 09l 2101 25812851 8Ll nzn 71.10  74.59%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 LRI UL B UL UL

14.80 15.00 15. 20 15. 40

13, m/z 43.10 65.98%
A0 F | :14.1 0169.0197.0225.0253,0 262.0
iy — e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
s o A A
85.0 14.80 15.00 15.20 15.40
5000 ' m/z 85.10 56.30%
29.0 113.0
‘l ‘ || | ] 14101600197.022502580 2960
e
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- i  Baan SN
57.0 14.80 15.00 15.20 15.40
m/z 55.10 21.51%
5000 85.0
113.0 239 0
L\de_ywm%mm 267.0294.0 323.0 352.0
T T [ T e e e e 20 s o A A
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF012519.M Tue Jan 29 01:27:17 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112277.D

Aca On : 28 Jan 2019 16:25

Operator : JU/SJ

Sample : K1261-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.90 4_47 ng 399344 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2348 (15.898 min): BF112277.D (-2343) (-) m/z 57.10 100.00%
57.1
5000
1113'2 169.1217.3266.1315.2365.2 I1I5'6IOI Ilé'éol '16.0'0' '1&3.2'0' ”
B B s L e — m/z 71.10 72.80%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105885: Octadecane
57.0
5000 LR BN BN B SR
15 60 15. 80 16. oo 16. 20
m/z 43.10 60.70%
130 1690 2540
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #194493: Hexacosane
57.0
15,60 15.80 16.00 16.20
5000 m/z 85.10 52 .58%

13.0
A0 169.0 2250 2950 367.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R A AR
57.0 15.60 15.80 16.00 16.20

m/z 55.10 24 .28%

5000

130 ,169.0 2250 281. o 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15 60 15. 80 16. OO 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012819\
Data File : BF112277.D

Aca On : 28 Jan 2019 16:25

Operator : JU/SJ

Sample : K1261-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heneicosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.40 2.09 ng 186531 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 95
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 94
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
5 Nonadecane 268 C19H40 000629-92-5 91
Abundance Scan 2433 (16.398 min): BF112277.D (-2429) (-) m/z 57.10 100.00%

517.1
85.1
5000

16.00 16.20 16.40 16.60 16.80

15511821 910.0235.1  281.1 309.2

Olrprrrrprrrelebediey m/z 71.10 79.69%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 TT T T[T T I T [T T T T[T T TT[TT
16. OO 16 20 16 40 16. 60 16. 80
m/z 43.10 62.87%
29.0 113.0

L )Mo 1600 197.0 22502530 296.0

F

16.00 16.20 16.40 16.60 16.80

m/z 85.10 55.16%

F

16.00 16.20 16.40 16.60 16.80

m/z 55.10 20.24%

? :

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129502: Nonadecane, 9-methyl-
57.0
85.0
5000
’ 1130 100 168.0
et bbb 0282670
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141430: Eicosane, 2-methyl-
57.0
5000 85.0
29.0 253.0
113.0
2.0 \J ‘ |\ il ‘ | \14-}0169019702250 2810
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

16. 00 16 20 16 40 16. 60 16. 80

8270-BF012519.M Tue Jan 29 01:27:18 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012819\
Data File : BF112277.D

Acq On : 28 Jan 2019 16:25

Operator : JU/SJ

Sample : K1261-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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... 2.16 3.7 ng 242535 1 6.84 1320520 20.0
2-Pentanone, 4-hy... 5.08 4.8 ng 319047 1 6.84 1320520 20.0
unknown6 .62 6.62 95.2 ng 6282630 1 6.84 1320520 20.0
n-Hexadecanoic acid 11.89 5.1 ng 575899 4 11.36 2247890 20.0
5-Eicosene, (E)- 13.83 9.8 ng 1035140 5 14.00 2121790 20.0
Tetracosane 14 .46 3.2 ng 339734 5 14.00 2121790 20.0
Nonadecane 14.76 3.0 ng 267870 6 15.47 1785520 20.0
Supraene 14.83 3.3 ng 291690 6 15.47 1785520 20.0
Eicosane 15.09 4.8 ng 427711 6 15.47 1785520 20.0
Octadecane 15.90 4.5 ng 399344 6 15.47 1785520 20.0
Heneicosane 16.40 2.1 ng 186531 6 15.47 1785520 20.0
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