Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

Intearator:

Smoothing
Sampling

Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\

BF112720.

D

27 Feb 2019 15:42

Ju/sJ
K1613-01

3 Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.2

Peak separation: 5

Method
Title

Signal

peak R.T.
# min

abrwWNPEF
(9}
a1
=
o

(@R {cNec R NNe))
©
o
©
(o0}

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC

first max

SCan scan

rBv
rBv4
rvv
rvB4

peak
heiaht
4968967
5175553
5828652
1790964
5130567

3859483
1894157
6361119
2130806
3536972

1805873
4686951
3904745
5413516
4259503

1740922

639796
9487801
2172850
2662116

1558549
9934421
3503018
1857406
1455208

9325000
1523352
1280031
1097670
1351699

7300717
792694
866529

1215543
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corr.

area
6043611
6423098
6086146
1362773
4555127

3944918
1700951
5806684
1753850
3298132

1555359
10519751
14369756
10036057

4336765

6002765
1733811
55159029
2413409
6279832

3278983
60577127
10330145

3005995

1599951

43869274
2295802
3180182
2453479
1748641

24127407
1654201
1476872
2500122

corr.
% max.
9.98%
10.60%
10.05%
2.25%
7.52%

6.51%
2.81%
9.59%
2.90%
5.44%

2.57%
17.37%
23.72%
16.57%

7.16%

9.91%
2.86%
91.06%
3.98%
10.37%

5.41%
100.00%
17.05%
4._.96%
2.64%

72.42%
3.79%
5.25%
4._.05%
2.89%

39.83%
2.73%
2.44%
4._.13%

1.813%
0.406%
1.357%

1.175%
0.507%
1.729%
0.522%
0.982%

0.463%
3.133%
4._.279%
2.989%
1.292%

1.788%
0.516%
16.427%
0.719%
1.870%

0.977%
18.041%
3.076%
0.895%
0.476%

13.065%
0.684%
0.947%
0.731%
0.521%

7.185%
0.493%
0.440%
0.745%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.051 2363 2374 2382 rBV 3797046 10651128 17.58% 3.172%
36 16.857 2500 2511 2520 rVB 1676130 5126869 8.46% 1.527%

37 17.792 2660 2670 2685 rVB2 900911 3070230 5.07% 0.914%
38 18.921 2852 2862 2870 rBV3 414452 1453474 2.40% 0.433%

Sum of corrected areas: 335781706
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
1e+07

TIC: BF112720.D

8000000

6000000

5.35

4000000

2000000

6.51

6.37 6.90

0

T
Time--> 5.00

Abundance
1e+07

TIC: BF112720.D

8000000

9.10
6000000

4000000 10.55

9.77
2000000 8.02 11.25

0

2.59

11.80 12.83

12/30

13.10
3.19

7 I T
Time--> 9.50 10.00 10.50 11.00

11.50

13.00

12.00 12.50

Abundance
1e+07

TIC: BF112720.D

8000000 15.38

6000000

16.05
4000000

7 16.86

14.
2000000 18,10 18

0

17.79
18.9

— I\

16.50

T
13.50 14.00 14.50 15.00

15.50 16.00

17.00

Time-->

I T
17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.51 Concentration Rank 8

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

6.51 89.32 ng 6086150 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 752 (6.510 min): BF112720.D (-747) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 ISR S N A
40.0 540 J 6.20 6.40 6.60 6.80
0 ARLO L e m/z 68.00 45.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IR AR L SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 34.00%
'J'%I!J!'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 o oko b
5000 ggo 1160 m/z 66.00 30.52%
: IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon L L L L L B LB B
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.08%
5000
66.0
'"'I""I“u"l""I"'W'l" T N SN IRSENRARE SRS RSN SRR
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF022719.M Thu Feb 28 07:20:44 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 6
R.T. EstConc Area Relative to ISTD R.T.
11.80 135.27 ng 10519800 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 94
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Octadecanoic acid 284 C18H3602 000057-11-4 76
Abundance Scan 1651 (11.798 min): BF112720.D (-1643) (-) m/z 73.00 100.00%
43.0 73.0
5000 1291 {
213.2
| 1711 I 256.2,0, , 379.3 11.40 11.60 11.80 12.00 12.20
Mo UL L L0 72842 S8 sz 43.00 94.42%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR DO AR R
11.40 11.60 11.80 12.00 12.20
97.0 1710 2130 256.0 m/z 60.00 89.20%
|“=|I||||I|I|'||I|'|| IIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350
Abundance #72647: Tridecanoic acid
73.0
43.0 11.40 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 72 .35%
171.0
l ‘ l 214.0
II\IL\“’JI IJHIHIL ;‘Hl‘ll‘lh‘llllll|“||| —
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid B e e e BB EEE e
43.0 73.0 11.40 11.60 11.80 12.00 12.20
m/z 41.00 71.33%
5000 129.0
H 199.0 2420
_ “."‘- ,m,h} Loy 15801 L e e
m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.59 83.17 ng 10036100 Chrysene-di12 13.87
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 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1786 (12.592 min): BF112720.D (-1778) (-) m/z 73.00 100.00%

43.0 73.0

—

5000
12.20 12.40 12.60 12.80 13.00
Obrrrprrrr i m/z 43.00 93.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

43.0 |} 73.0

.

5000 129.0

12.20 12.40 12.60 12.80 13.00
m/z 60.00 84.74%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 | 73.0
12.20 12.40 12.60 12.80 13.00
5000 129.0 m/z 57.00 76.45%
.1.5.'?....,... LOUQ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid AR BT o o
43.0 A 73.0 12.20 12.40 12.60 12.80 13.00
m/z 55.00 70.96%
5000 256.0
213.0
L opo e
‘ il
R RRRRERRRERRn T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00

8270-BF022719.M Thu Feb 28 07:20:47 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Tritetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.10 49.75 ng 6002770 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Sulfurous acid. butvl hexadecvl ... 362 C20H4203S 1000309-18-3 91
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 89
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 1872 (13.098 min): BF112720.D (-1853) (-) m/z 57.00 100.00%
57.0
5000
101.1 257.2 12.80 13.00 13.20 13.40
168.2
ol AU L 0 1 3098 8794 m/z 43.00 71.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000

12.80 13.00 13.20 13.40
m/z 71.00 59.19%

10 ,169.0 2250 2810 33703930 463.0 519.0 575.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0

12.80 13.00 13.20 13.40

5000 m/z 85.05 43 .49Y%

13.0 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #191844: Sulfurous acid, butyl hexadecy! ester =TT M. T
57.0 12.80 13.00 13.20 13.40

m/z 55.00 29.04%

5000

1.0

L] ,169.0 225.0 289, 0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 12. 80 13. 00 13 20 13. 40

8270-BF022719.M Thu Feb 28 07:20:58 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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.
13.52 457.11 ng 55159000  Chrysene-d12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Triacontane 422 c3oH62 000638-68-6 98

2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
4 Octadecane 254 C18H38 000593-45-3 93
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 1944 (13.521 min): BF112720.D (-1916) (-) m/z 57.05 100.00%
51.0
5000
141.2 1832 13.20 13.40 13.60 13.80
ol 2252 267.3 309.4 351.4 393.4 mn/z 71.05 68 . 74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
51.0
5000
13.20 13.40 13.60 13.80
99.0 m/z 43.05 63.51%
260/ | | ,| | 1410 1830 2250 267.0 3090 3510 4220
i — T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43.0
13.20 13.40 13.60 13.80
5000 85.0 m/z 85.05 50.54%
196.0
A B ) ae0 00
m/z--> 50 100 150 200 250 300 350 400
Abundance #164584: Heptadecane, 9-hexyl-
43.0 13.20 13.40 13.60 13.80
m/z 55.05 23.60%
5000 85.0
210.0
Ll 1270 1890 T 267.0 3230
e A an a E e e e e R A ma i ma s e
m/z--> 50 100 150 200 250 300 350 400 13,20 13.40 13.60 13.80

8270-BF022719.M Thu Feb 28 07:20:59 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heptadecane, 3-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.99 27.17 ng 3278980 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 90
2 Tetracosane 338 C24H50 000646-31-1 83
3 Tetracosane. 1l-decvl- 479 C34H70 055429-84-0 83
4 Hentriacontane 437 C31H64 000630-04-6 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 2024 (13.992 min): BF112720.D (-2018) (-) m/z 57.00 100.00%
51.0
5000
99.1

13.60 13.80 14.00 14.20 14.40

141.1 225.2 . 407.4
ol LA LUy 24, 1832 2252 2671 3374 A4 S 6T 5T gy
m/z--> 50 100 150 200 250 300 350 400
Abundance #105897: Heptadecane, 3-methyl-
57.0
5000
13.60 13.80 14.00 14.20 14.40
Fgo 995 0 m/z 43.00 49 _.26%
ALy e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57.0

13.60 13.80 14.00 14.20 14.40
5000 m/z 85.05 38.20%

rq

‘ 99.0
141.0
AL 100 1830 om0 %8O
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
57.0 13.60 13.80 14.00 14.20 14.40
m/z 56.00 36.26%
5000
99.0
Lo L]y 1410 1830 2250 26402950 3370 3780 4200
L A o o o o e o e B e IR I e e e e e e e B T EEREE s e e
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20 14.40

8270-BF022719.M Thu Feb 28 07:21:00 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heneicosane, 11-decyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.26 502.01 ng 60577100 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 98
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Tetracosane 338 C24H50 000646-31-1 93
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2070 (14.263 min): BF112720.D (-2043) (-) m/z 57.05 100.00%

.0
5000

99.1
141.1 1832 714100 1420 1440 14560
0 225.2 267.3 309.3 351.4 3935 4365 77 71.10  70.18%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl-
57.0

5000
1400 14120 14140 14560
295.0 m/z 43.05 59.03%

99.0
159 |1, J | 4 1410 183.0 225.0 I. 337.0 435.0
i o e e o L A B LA o e B e o B D
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43.0

14100 1420 14.40 14.60
5000 85.0 m/z 85.05 53.39%

j o 1960
\ 127. | | 239.0 280.0

B

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57.0 14.00 14.20 14.40 14.60
m/z 55.00 23.33%
5000
99.0
| | 1410 1830 2250 267.0 338.0
,,,,, T R EEREEE RS s
m/z--> 0 50 100 150 200 250 300 350 400 14.00 14 20 14. 40 14.60

8270-BF022719.M Thu Feb 28 07:21:01 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Sulfurous acid, butyl hepta... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.54 85.61 ng 10330100 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 91
2 Tritetracontane 605 C43H88 007098-21-7 87
3 1-Tricosene 322 C23H46 018835-32-0 86
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 70
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 70
Abundance Scan 2117 (14.539 min): BF112720.D (-2105) (-) m/z 57.00 100.00%
57.0
5000
13.1 14.20 14.40 14.60 14.80
169.2 257.1
O d b dd g e, 8008 d0rs e m/z 43.00  68.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
5000 A B B SRR

14.20 14.40 14.60 14.80
m/z 71.05 62.36%

169.0 239.0 291.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.10 45.15%
1? 1690 225.0 281.0 337.0 393.0 463.0 519.0 575.0
L i o B AL L B e o e e N BR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #163016: 1-Tricosene
57.0 14.20 14.40 14.60 14.80
m/z 55.00 27 .08%
5000
11.0
| ‘ | 1690 2240 3220

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14. 40 14 60 14.80

8270-BF022719.M Thu Feb 28 07:21:02 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexadecane, l-iodo- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.59 34.38 ng 3006000 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 83
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 78
3 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 72
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 64
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 62
Abundance Scan 2126 (14.592 min): BF112720.D (-2123) (-) m/z 57.00 100.00%
57.0
5000
99.0 14.20 14.40 14.60 14.80 15.00
169.1 - : : : .
Ol A AL L, l L1861V 2112 2932 2953 3514 4215 m/z 71.10 51.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #184946: Hexadecane, 1-iodo-
57.0
14.20 14.40 14.60 14.80 15.00
99.0 295.0 m/z 85.10 39.17%
.....,‘.1..-.J,.I.ll.“.nl',"u.%.&.O,.... 320
m/z--> 50 100 150 200 250 300 350 400
Abundance #48853: Dodecane, 3-methyl-
57.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.20 14.40 14.60 14.80 15.00
5000 m/z 56.00 38.47%
b‘ ‘990 155.0
?%h“H'{"w“"'Nh"'l""I""I""I""I""
m/z--> 50 100 150 200 250 300 350 400
Abundance #105900: Heptadecane, 3-methyl- R AREaEEEEE R e
57.0 14.20 14.40 14.60 14.80 15.00
m/z 43.00 37.79%
5000
99.0 225.0
‘ 141.0
A e L LM L
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80 15.00

8270-BF022719.M Thu Feb 28 07:21:03 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.80 501.75 ng 43869300 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2161 (14.798 min): BF112720.D (-2142) (-) m/z 57.05 100.00%

5000

99.0 —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.40 14.60 14.80 15.00 15.20

141.2 183.2 2252 267.3 309.3 351.4 393.4

450.5

0 m/z 71.05 69.03%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105885: Octadecane
57.0
5000
14.40 14.60 14.80 15.00 15.20
99.0 m/z 43.05 61.31%
| ;| 141.0 183.0 221 0254 0
I B T B B LA B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane
57.0
R R R R e e Bl
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.05 51.32%
99.0
L 20 280 o250 a6r0 sp90 350
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #219831: Triacontane
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.05 22 .85%
5000
99.0
L)) 1410 1830 2250 267.0 3090 3510 4220

m/z--> 50 100 150 200 250 300 350 400 450 14. 40 14 60 14. 80 15. 00 15 20

8270-BF022719.M Thu Feb 28 07:21:03 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Pentadecane, 8-hexyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.97 26.26 ng 2295800 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2190 (14.968 min): BF112720.D (-2186) (-) m/z 57.00 100.00%
57.0
5000
L] ﬁolﬂlmuzmﬂﬂlmwmm 1260 1480 1500 15.20
YIS 0 220274 29303233 m/z 71.00 69.53%
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43.0
5000 85.0

14.60 14.80 15.00 15.20
m/z 43.00 61.58%

70 196.0
L | 1200 1670 || 225.0254.0 2940
bt i o P
miz--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
51.0
e e A
14.60 14.80 15.00 15.20
5000 m/z 85.05 50.64%
99.0
154.0
\ ‘ I | 11830 239.0 2810
e = T RN AR B
miz--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0 14.60 14.80 15.00 15.20
m/z 55.00 22 .38%
5000
99.0
27‘}0”‘ | ﬂ | [419 1830 2250 2810 337.0 3940
...,.... o A T e e e MMl e
miz--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20

8270-BF022719.M Thu Feb 28 07:21:04 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Eicosane, 9-octyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.10 36.37 ng 3180180 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
2 Heneicosane 296 C21H44 000629-94-7 94
3 Docosane 310 C22H46 000629-97-0 93
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2212 (15.098 min): BF112720.D (-2203) (-) m/z 57.00 100.00%
51.0
5000
o0 14.80 15.00 15.20 15.40
141.1 . : : :
A .J.1|, L5 4832 2802 2811 3373 3793 4215 | sz 71.05  63.72%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #209567: Eicosane, 9-octyl-
43.0
5000 5.0

14.80 15.00 15.20 15.40
m/z 43.00 62.98%

238.0 281.0
g 270 1800 70 | 3220 365.0
N LA i e i o e o e IRLEELALE A o s o o o i o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141425: Heneicosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.05 47.72%
99.0
15,q" ‘ 1 J J }410 183.0 225.0 296.0
A e o e L I o e B o B B I L o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #153223: Docosane
57.0 14.80 15.00 15.20 15.40
m/z 55.00 20.66%
5000
99.0

L L3500 o a0

T I T T
m/z--> 0 50 100 150 200 250 300 350 400 450 14.80 15.00 15.20 15.40

8270-BF022719.M Thu Feb 28 07:21:05 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Hentriacontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.18 28.06 ng 2453480 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 93
2 Eicosane. 3-methvl- 296 C21H44 006418-46-8 83
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 80
Abundance Scan 2226 (15.180 min): BF112720.D (-2220) (-) m/z 57.00 100.00%
57.0
5000
| l‘ggﬁ'o 141.1 1831 239.2 2811 351.3 435.5 1450 1500 1520 1540
O B e it m/z 71.05 51.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000
14.80 15.00 15.20 15.40
| kgo m/z 43.00 45 .34%
, Il | 4 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> éo 160 1éo 260 250 300 3%0 460 '
Abundance #141428: Eicosane, 3-methyl-
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.10 37.88%
L 1‘9?'01 141.0 1830 2250 %[0
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #185535: Heptadecane, 9-octyl-
57.0 14.80 15.00 15.20 15.40
m/z 56.00 37.69%
5000
9.0
ey .J.ﬂ, (140 gs30 DO o gmo
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF022719.M Thu Feb 28 07:21:05 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.38 275.96 ng 24127400 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 2260 (15.380 min): BF112720.D (-2246) (-) m/z 57.05 100.00%

57.0
5000

990
15. OO 15.20 15.40 15.60
1411 1832
I |l L1 4832 2253 2813 8234 3794 4215 m/z 71.05 68.89%

m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rﬁ

5000
15.00 15.20 15.40 15.60
m/z 43.05 58.13%

99.0
| J ||, 141.0 183.0 225.0 281.0 337.0 394.0
et e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0

15. OO 15. 20 15. 40 15.60

5000 m/z 85.05  52.15%
99.0
150/ | ||| 1420 1830 2250 296.0
----|----|----|----|--------|----|----|----
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl- N L o e B
57.0 15.00 15.20 15.40 15.60

m/z 55.00 22.07%

5000
99.0
Qb 140 2100 2539 83090 560

m/z--> 50 100 150 200 250 300 350 400 15. OO 15. 20 15. 40 15.60

8270-BF022719.M Thu Feb 28 07:21:06 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Fumaric acid, dodecyl nonyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.78 28.60 ng 2500120 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. dodecvl nonvl ester 410 C25H4604 1000339-28-7 86
2 Cvclotetradecane 196 C14H28 000295-17-0 58
3 1-Heneicosanol 312 C21H440 015594-90-8 52
4 5-Tetradecene. (2)- 196 C14H28 041446-62-2 43
5 Cyclododecane 168 C12H24 000294-62-2 38
Abundance Scan 2328 (15.780 min): BF112720.D (-2324) (-) m/z 285.30 100.00%
55.0 286.3 “
5000
196.2 R e ey e
| \ 241.2 A2 4804 15.40 15.60 15.80 16.00
ey : : m/z 55.00 91.96%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #215715: Fumaric acid, dodecyl nonyl ester
59.0
17.0
5000 LN DR AN SUNILE
15.40 15.60 15.80 16.00
- m/z 69.00 80.18%
1 325.0 367 0 410.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #58280: Cyclotetradecane

a1
13,1
o

15.40 15.60 15.80 16.00

5000 7.0 m/z 83.00 78.79%
| 30.0 196.0
i 1
-t
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol e R ma EE e G
55.0 70 15.40 15.60 15.80 16.00
' m/z 97.05 75.39%
B M
19.0, | 113?'9 182.0 224.0 266.0
B o B o o e e TR L I e e o o o o e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 15.40 15.60 15.80 16.00

8270-BF022719.M Thu Feb 28 07:21:07 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.05 121.82 ng 10651100 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2374 (16.051 min): BF112720.D (-2363) (-) m/z 57.00 100.00%

57.0
5000

99.0
15. 80 16.00 16.20 16.40
1411 1832
oL 1L} 1| L . 1832 2252 267.3 3233 3653 4074 | u757 71 05 67.80%

1 T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

5000
15. 80 16.00 16.20 16.40
99.0 m/z 43.00 56.16%

141.0 1830 2250 267.0 309.0 365.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0

15.80 16 00 16. 20 16.40

5000 m/z 85.10 51.73%
99.0
5/0 \] | , 1410 1830 225.0 2810  337.0 3940
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0 15. 80 16.00 16.20 16.40

m/z 55.00 20.88%

5000
99.0
zﬂo‘ | i J L 141.0 183.0 225.0 296.0

m/z--> 50 100 150 200 250 300 350 400 15.80 16 00 16. 20 16.40

8270-BF022719.M Thu Feb 28 07:21:07 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.86 58.64 ng 5126870 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 87
Abundance Scan 2512 (16.862 min): BF112720.D (-2500) (-) m/z 57.00 100.00%
57.0
o \/\ML
st 1660 16.80 17.00 17.20
141.1 : : : :
" “ Lo 832 2252 2661 3232 3653 | sz 71.05  66.90%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LI B B SUMRR U
mmmmﬂmﬂm
99.0 m/z 43.00 53.81%
2m‘|J]JMN1%02m2%M%O
m/z--> 50 100 1%0 260 250 360 3%0 '
Abundance #209566: Octacosane
57.0
' 16.60 16.80 17.00 17.20
5000 m/z 85.05 49.71%
99.0
27,00 | | | | 14 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #215181: 2-methyloctacosane B RS B B e e o
57.0 16.60 16.80 17.00 17.20
m/z 55.00 19.27%
5000
99.0
270) | | | | | 1420 1830 2250 267.0 309.0 3650
m/z--> % 1& 1% 2& 250 300 3% ' mmmmﬂmﬂm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112720.D

Aca On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample : K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 20 Octadecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.79 35.12 ng 3070230 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2670 (17.792 min): BF112720.D (-2660) (-) m/z 57.00 100.00%
57.0
5000 ‘,/“\_f\___d//\\__\N,/\_~__ﬁ
o9t 17.40 17.60 17.80 18.00 18.20
41.1 : : : : :
N .U! L 1% 1832 2392 27803093 3652 4215 i 71.10  67.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117648: Octadecane, 2-methyl-
43.0
5000 N U SR LI B
85.0 1740 17.60 17.80 18.00 18.20
m/z 43.00 53.42%
127.0 225.0
b T, 1890 T s
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
17.40 17.60 17.80 18.00 18.20
5000 m/z 85.00 51.14%
99.0
ZMOW h ki J L 141.0 183.0 225.0 296.0
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #209566: Octacosane S i B n p e e e
57.0 17.40 17.60 17.80 18.00 18.20
m/z 55.00 20.87%
N %/\vd\—\
99.0
‘ hj \ | 141.0 183.0 2250 281.0 337.0 3940
m/z--> 100 150 200 250 300 350 400 17,40 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022719\
Data File : BF112720.D

Acq On : 27 Feb 2019 15:42

Operator : JU/SJ

Sample - K1613-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6.51 6.51 89.3 ng 6086150 1 6.74 1362770 20.0
n-Hexadecanoic acid 11.80 135.3 ng 10519800 4 11.25 1555360 20.0
Octadecanoic acid 12.59 83.2 ng 10036100 5 13.87 2413410 20.0
Tritetracontane 13.10 49.8 ng 6002770 5 13.87 2413410 20.0
Triacontane 13.52 457.1 ng 55159000 5 13.87 2413410 20.0
Heptadecane, 3-me... 13.99 27.2 ng 3278980 5 13.87 2413410 20.0
Heneicosane, 11-d... 14.26 502.0 ng 60577100 5 13.87 2413410 20.0
Sulfurous acid, b... 14.54 85.6 ng 10330100 5 13.87 2413410 20.0
Hexadecane, 1l-iodo- 14.59 34.4 ng 3006000 6 15.27 1748640 20.0
Octadecane 14.80 501.8 ng 43869300 6 15.27 1748640 20.0
Pentadecane, 8-he... 14.97 26.3 ng 2295800 6 15.27 1748640 20.0
Eicosane, 9-octyl- 15.10 36.4 ng 3180180 6 15.27 1748640 20.0
Hentriacontane 15.18 28.1 ng 2453480 6 15.27 1748640 20.0
Octacosane 15.38 276.0 ng 24127400 6 15.27 1748640 20.0
Fumaric acid, dod... 15.78 28.6 ng 2500120 6 15.27 1748640 20.0
2-methyloctacosane 16.05 121.8 ng 10651100 6 15.27 1748640 20.0
Heneicosane 16.86 58.6 ng 5126870 6 15.27 1748640 20.0

6

Octadecane, 2-met... 17.79 35.1 ng 3070230 15.27 1748640 20.0
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