LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082018\

Data File : BF108291.D

Aca On : 20 Aug 2018 15:49 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i J4282-08 suoloawﬁys
ALS Vial : 3 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 3.225 146 151 157 rVB 67378 98225 1.19% 0.138%
2 5.290 495 502 513 rBV 738560 1032275 12.48% 1.449%
3 5.660 557 565 569 rBY 4680542 5465995 66.11% 7.671%
4 6.643 726 732 735 rBVY 4509982 5126724 62.01% 7.195%
5 6.790 752 757 760 rBY 5655324 6135300 74.20% 8.610%
6 7.013 791 795 799 rBVY 1557023 1300188 15.73% 1.825%
7 7.172 817 822 825 rBVY 5142489 4777866 57.79% 6.705%
8 7.578 885 891 894 rBVY 3663529 4288028 51.86% 6.018%
9 8.295 1008 1013 1024 rBV 1613559 1743473 21.09% 2.447%
10 9.372 1190 1196 1199 rBV 6401072 7536462 91.15% 10.576%

11 10.060 1307 1313 1317 rBV 2020956 1937049 23.43% 2.718%
12 10.860 1442 1449 1463 rBV 4763686 5472012 66.18% 7.679%
13 11.560 1561 1568 1571 rBV 2191527 2114898 25.58% 2.968%
14 12.548 1722 1736 1746 rBV 485080 1410786 17.06% 1.980%
15 12.783 1770 1776 1785 rBV2 34576 88490 1.07% 0.124%

16 12.942 1799 1803 1809 rBvV2 121253 103416 1.25% 0.145%
17 13.148 1830 1838 1842 rBV 7069299 8268162 100.00% 11.603%
18 13.507 1890 1899 1909 rBV 1003851 2012207 24.34% 2.824%
19 14.207 2008 2018 2027 rBV2 2319244 4164535 50.37% 5.844%
20 14.648 2085 2093 2098 rVB2 127056 189608 2.29% 0.266%

21 14.766 2104 2113 2125 rBV 1302244 2385934 28.86% 3.348%
22 14.977 2143 2149 2157 rBV 189087 245105 2.96% 0.344%
23 15.371 2205 2216 2227 rBV 773659 1851361 22.39%% 2.598%
24 15.771 2275 2284 2297 rVB 916156 1587955 19.21% 2.228%
25 16.077 2327 2336 2345 rVB 306221 765725 9.26% 1.075%

26 16.236 2357 2363 2368 rVB 124273 208198 2.52% 0.292%
27 16.795 2452 2458 2463 rBV 75126 150570 1.82% 0.211%
28 16.889 2467 2474 2485 rVB2 164789 480019 5.81% 0.674%
29 17.395 2554 2560 2564 rBV6 33378 83033 1.00% 0.117%
30 17.854 2631 2638 2651 rVB2 77520 233604 2.83% 0.328%

Sum of corrected areas: 71257203
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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\BF082018\

BF108291.D

20 Aug 2018 15:49

JussJ

J4282-08

3 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF108291.D

6.79
7.17

5.66 6.64

5.29

7.58

0=
Time-->

—T T
5.00 5.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0 T

TIC: BF108291.D

9.37

10.86

N

Time-->

™1 T T
10.00 10.50 11.00

11.50

12.00

12.50

13.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000 3.51

TIC: BF108291.D

14.21

14.77

14.6 14.98
A

0=
Time--> 13.50

14.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108291.D

Aca On : 20 Aug 2018 15:49

Operator : JU/SJ

Sample = J4282-08

Misc :

ALS Vial : 3 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.29 15.88 ng 1032280 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 502 (5.290 min): BF108291.D (-495) (-) m/z 43.05 100.00%
43.0
59.1
5000
to1.1 "ol 850 540 550
AN N N S~ S N LT, MO B oy 2= N O R W £
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L I LI
59.0 500 520 540 5.60
m/z 101.10 16.49%
31.0 | g0 1010
Ol e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
500 520 540 560
5000 m/z 58.10 14 .54%
41.0
29.0 101.0
0 ‘\‘\ | \‘\50'0‘\\\ 73.0 86.0
HRJUNISUNRILS JULIU IULELL SULILLS SN SULIULN SN SUMISS L R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8344: 3-Hexanol, 4-methyl- R e A
59.0 5.00 520 5.40 5.60
m/z 41.05 9.18%
5000 41.0
31.0
69.0 870
0 15.0 “‘H ‘m‘ SOQ“‘ . . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108291.D

Aca On : 20 Aug 2018 15:49

Operator : JU/SJ

Sample = J4282-08

Misc :

ALS Vial : 3 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 2 unknown6.79 Concentration Rank 1

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

6.79 94 .38 ng 6135300 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 757 (6.790 min): BF108291.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 LB SRR S S
400 541 ‘ 6.40 6.60 6.80 7.00 7.20
0 .,....,....!'!...,!...,.!.'.|,...E.‘,l....,..J.,%??.?.l.l.??...., b | m/z 68.05  48.60%
m/z--> 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
5000 USRI R UL LN

6.40 6.60 6.80 7.00 7.20
m/z 134.00 34 .35%

31.0 51.0
0 [T _.7po .
B o e e B e REAREEESEE R EEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R e R R
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 32.52%
33.0 44.0 0.0 105.0
690 0.0 ‘ | 115.0
O e e e e e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile A E e R
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.67%
5000
92.0
65.0
105.0
oL 270 390 510 | 770 o 117.0
A B AN B o B e e A REE R B R e A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108291.D

Aca On : 20 Aug 2018 15:49

Operator : JU/SJ

Sample = J4282-08

Misc :

ALS Vial : 3 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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.55 13.34 ng 1410790 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1736 (12.548 min): BF108291.D (-1722) (-) m/z 57.10 100.00%

517.1
5000

12. 20 12. 40 12 60 12. 80
I l 1412 1332
ol llh. AR LT £ S — m/z 43.05 61.88%

T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
[
5000 |||||||||||||||||||

12.20 12.40 12.60 12.80
m/z 71.10 58.56%

99.0
027.r0| bl I| , 141.0 183.0 2250 267.0 323.0 380.0
et bt T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
12. 20 12. 40 12 60 12.80
5000 m/z 85.05 43.28%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane S RRmEE R e R RERAN A
57.0 12. 20 12. 40 12 60 12. 80
m/z 55.10 21.47%
5000
99.0
0280 ] I | U | “14‘10‘ 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> 50 100 150 200 250 300 350 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108291.D

Aca On : 20 Aug 2018 15:49

Operator : JU/SJ

Sample = J4282-08

Misc :

ALS Vial : 3 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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.51 9.66 ng 2012210 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 1900 (13.513 min): BF108291.D (-1890) (-) m/z 57.10 100.00%
57.1 7
5000
~ 412 13.20 13.40 13.60 13.80
o 183.2 225.3 267.3 309.4 351.4 m/z 43.05 62 01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 UL R
Bmmmwmnm
99.0 m/z 71.10 60.18%
o1l ﬂ | }410 }8?0 2250 2810 337.0 394.0
m/z--> éo 100 150 200 2éo 360 3%0 460
Abundance #219831: Triacontane
57.0
13.20 13.40 13.60 13.80
5000 m/z 85.05 43.15%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 200 250 360 3%0 460
Abundance #141426: Heneicosane
57.0 13.20 13.40 13.60 13.80
m/z 55.10 22 .61%
5000
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> % 1m ﬁo m 250 ﬁo ﬁ)4& Bmmmwmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108291.D

Aca On : 20 Aug 2018 15:49

Operator : JU/SJ

Sample = J4282-08

Misc :

ALS Vial : 3 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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.77 11.46 ng 2385930 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2114 (14.771 min): BF108291.D (-2104) (-) m/z 57.10 100.00%
57.1 ?
5000
| 991'0 1411 1832 2052 2673 309.4 379.3 14.40 14.60 14.80 15.00
ot A d g 17 1832 2252 267.3 3094 3793 m/z 43.10 59.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 DA UL DGR DU B
mmmmmmmm
99.0 m/z 71.10 59.10%
0260] | 4. ﬂ | 1410 1830 2250 267.0 3090 3510 4220
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #185533: Pentacosane
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 44 .68%
99.0
o280 | | | | 1410 1830 2250 267.0 300.0 352.0
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance #175557: Tetracosane
57.0 14.40 14.60 14.80 15.00
m/z 55.05 22 .59%
99.0
02&0 u J , 141.0 183.0 225.0 267.0 338.0
m/z--> 50 100 1éo 260 250 360 3%0 460 1450 1460 1480 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108291.D

Aca On : 20 Aug 2018 15:49

Operator : JU/SJ

Sample = J4282-08

Misc :

ALS Vial : 3 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 Triacontane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.37 23.32 ng 1851360 Perylene-di12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2216 (15.371 min): BF108291.D (-2205) (-) m/z 57.10 100.00%
57.1
5000 ’
199 0 141.2 15. oo 15.20 15.40 15.60
obr A d WL Ly 242 1832 2303 2811 3233 n77 43,10 61.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 AR SRR B B
15.00 15.20 15.40 15.60
99.0 m/z 71.10 60.76%
o | ][ | 1419 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #202661: Heptacosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 45_97%
.0
oL2slof L4 f )y 141.0 ;830 225.0 267.0 309.0 380.0
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0 15.00 15.20 15.40 15.60
m/z 55.10 21.69%
99.0
ol d iy 1410 1830 29 210 3230
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 1540 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108291.D

Aca On : 20 Aug 2018 15:49

Operator : JU/SJ

Sample = J4282-08

Misc :

ALS Vial : 3 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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.08 9.64 ng 765725 Perylene-di12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2336 (16.077 min): BF108291.D (-2327) (-) m/z 57.10 100.00%
57.1
9.0 1560 16,00 16.20 1640
141.1 . : . .
I | g8t 1em2 2302 2052 0 nsr71.10  59.80%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 R SRR A T AR
mmmmmmmm
99.0 m/z 43.10 57.63%
oL 270 ||JJMW:m02%O%m%M
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance #185533: Pentacosane
57.0
' 15.80 16.00 16.20 1640
5000 m/z 85.10 43.67%
oL 27,0 lt\.l 1410 1830 2250 267.0 300.0 352.0
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance #202661: Heptacosane A BEREEEaT e et
57.0 15.80 16.00 16.20 16.40
m/z 55.10 21.38%
5000
99.0
o 27.0{ j ] tl.\.}410‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> 5'0 100 1&'30 200 250 3(')0 3éo 15. 80 16. oo 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108291.D

Aca On : 20 Aug 2018 15:49

Operator : JU/SJ

Sample = J4282-08

Misc :

ALS Vial : 3 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 Eicosane Concentration Rank 11

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

16.24 2.62 ng 208198 Perylene-d12 15.78

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 2364 (16.242 min): BF108291.D (-2357) (-) m/z 57.10 100.00%
571.1
'~ 16.00 16,20 16.40 16.60
155.1 211.2 282.1 : : : :
ok .],.n:.ﬂ“* L B aanan s e m/z 71.10 65.57%
m/z--> 50 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LA L L L L LB
16. 00 16 20 16. 40 16. 60
m/z 43.10 64.74%
99 0
. 27,}0|‘ L L, 1410 1830 2250 2820
e b T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
EEEE BRI
16.00 16.20 16.40 16.60
5000 m/z 85.10 47 .24%
99.0
o 27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
A
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e A EEEE mEE e
57.0 16.00 16.20 16.40 16.60
m/z 55.10 24 _30%
5000
99.0
ol L. | |l |, 1410 1830 2250 267.0 309.0  367.0
—pp e EEEE BRI
m/z--> 50 100 150 200 250 300 350 16. 00 16 20 16. 40 16. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108291.D

Aca On : 20 Aug 2018 15:49

Operator : JU/SJ

Sample = J4282-08

Misc :

ALS Vial : 3 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 9
R.T. EstConc Area Relative to ISTD R.T.
16.89 6.05 ng 480019 Perylene-di12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2474 (16.889 min): BF108291.D (-2467) (-) m/z 57.10 100.00%
57.1
5000 ~ﬂ~»4*wwa/\]A\VJ&v,~,_MW_,
A AR UM SRR B
1411 16.60 16.80 17.00 17.20
ol bk ‘ “ Loip. 831 2298 2811 | m/z 71.10 62.57%
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57.0
5000 LR B SULRL MR B
16.60 16.80 17.00 17.20
99.0 m/z 43.10 56.66%
L2, [ 12F0 1830 20407540
m/z--> 50 100 1%0 260 2éo 300 350 '
Abundance #202661: Heptacosane
57.0
' 16.60 16.80 17.00 17.20
5000 m/z 85.05 43.21%
.0
OZH Jju|¥m1%02mzmom% 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane L B B S et
57.0 16.60 16.80 17.00 17.20
m/z 55.05 20.81%
99.0
0 27,00 | | | | 141 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108291.D

Aca On : 20 Aug 2018 15:49

Operator : JU/SJ

Sample = J4282-08

Misc :

ALS Vial : 3 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 Tridecane, l-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.85 2.94 ng 233604 Perylene-d12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 91
2 Docosane 310 C22H46 000629-97-0 91
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2637 (17.848 min): BF108291.D (-2631) (-) m/z 57.10 100.00%

517.1
5000 .

17.60 17.80 18.00 18.20
m/z 71.10 66.69%

113.0 141.1 1692 197.2221.0
04

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

Abundance #152416: Tridecane, 1-iodo-

57.0

-

5000 LA L L L L L L LB
17. 60 17. 80 1800 18 20
28.0 183.0 m/z 43.10 54.00%
o 113.0 155.0 : 310.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153223: Docosane
57.0
B RN R
17.60 17.80 18.00 18.20
5000 85.0 m/z 85.10 44 .34%
113.0
e e A A e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129498: Nonadecane, 2-methyl- e B ma o M
57.0 17.60 17.80 18.00 18.20
m/z 55.05 20.82%
5000
85.0
290 113.0
ol 1 | [T 1410 1690 197.0 239.0 267.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 60 17. 80 18. OO 18 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082018\
Data File : BF108291.D

Acq On : 20 Aug 2018 15:49

Operator : JU/SJ

Sample - J4282-08

Misc :

ALS Vial : 3 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]
2-Pentanone, 4-hy... 5.29 15.9 ng 1032280 1 7.01 1300190 20.0
unknown6.79 6.79 94_.4 ng 6135300 1 7.01 1300190 20.0
Heptacosane 12.55 13.3 ng 1410790 4 11.56 2114900 20.0
Octacosane 13.51 9.7 ng 2012210 5 14.21 4164540 20.0
Pentacosane 14.77 11.5 ng 2385930 5 14.21 4164540 20.0
Triacontane 15.37 23.3 ng 1851360 6 15.78 1587960 20.0
Heneicosane 16.08 9.6 ng 765725 6 15.78 1587960 20.0
Eicosane 16.24 2.6 ng 208198 6 15.78 1587960 20.0
Octadecane 16.89 6.0 ng 480019 6 15.78 1587960 20.0
Tridecane, l1l-iodo- 17.85 2.9 ng 233604 6 15.78 1587960 20.0
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