LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112240.D

Aca On : 25 Jan 2019 19:05

Operator : JU/SJ

Sample : K1238-01

Misc :

ALS Vial : 4 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 8 13 20 rvB 135984 183887 3.77% 0.404%
2 5.075 504 508 519 rVB 120366 171997 3.53% 0.378%
3 5.487 573 578 581 rBY 3365788 3400469 69.70% 7.479%
4 6.492 743 749 752 rBVY 4246346 4565989 93.59% 10.043%
5 6.622 766 771 774 rBVY 5012828 4878666 100.00% 10.730%
6 6.669 777 779 785 rVB 46225 51257 1.05% 0.113%
7 6.840 805 808 817 rBVY 1157743 1006463 20.63% 2.214%
8 6.998 831 835 839 rBVY 4080418 3809678 78.09% 8.379%
9 7.404 898 904 907 rBVY 2839117 2962218 60.72% 6.515%
10 8.122 1022 1026 1043 rVB 1349750 1249431 25.61% 2.748%

11 9.198 1203 1209 1212 rBV 4684537 4372972 89.63% 9.618%
12 9.586 1271 1275 1280 rVB 364794 319500 6.55% 0.703%
13 9.880 1317 1325 1328 rBV 1366664 1241643 25.45% 2.731%
14 10.669 1455 1459 1471 rBV 2873406 2759514 56.56% 6.069%
15 11.363 1573 1577 1580 rBV 1469042 1253586 25.70% 2.757%

16 11.386 1580 1581 1585 rVB 132291 79714 1.63% 0.175%
17 11.886 1663 1666 1673 rBv3 170928 164815 3.38% 0.363%
18 12.574 1780 1783 1787 rVB 113186 102951 2.11% 0.226%
19 12.827 1817 1826 1841 rBV2 624929 1264243 25.91% 2.781%
20 12.945 1842 1846 1849 rBV 4870746 4521061 92.67% 9.944%

21 13.839 1994 1998 2008 rVB2 318929 471268 9.66% 1.037%
22 14.004 2022 2026 2029 rBV 1041479 961642 19.71% 2.115%
23 14.157 2048 2052 2056 rBV 133751 142744 2.93% 0.314%
24 14.457 2099 2103 2106 rBV 354289 326952 6.70% 0.719%
25 14.763 2150 2155 2160 rBV 712855 720523 14.77% 1.585%

26 15.098 2207 2212 2220 rVB 882811 1065015 21.83% 2.342%
27 15.468 2269 2275 2285 rBV2 1433070 2006235 41.12% 4.413%
28 15.904 2343 2349 2354 rBV 526828 815195 16.71% 1.793%
29 16.404 2428 2434 2442 rVB 247887 455146 9.33% 1.001%
30 16.986 2529 2533 2540 rVB3 68110 140958 2.89% 0.310%

Sum of corrected areas: 45465732
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF012519\

BF112240.D

25 Jan 2019 19:05

JussJ

K1238-01

4 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000
4000000
3000000

2000000

1000000

TIC: BF112240.D

5.49

5.07

62
6.49

6.67

7.00

7.40

oRA
Time-->

T
5.00

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BF112240.D

10.67

11.36

8.12 9.88

9.59

|

11.39

11.89

12.57

12.83

Time-->

10.50 11.00

L L
9.50 10.00

11.50

12.00

12.50

13.00

Abundance

5000000
4000000
3000000

2000000

1000000

0

14.76
13.84 14.46
\ 14.16

TIC: BF112240.D

15.47

14.00 15.10

15.90

16.40
16.99

Time-->

1
13.50

17.00

16.00 16.50

14.00 14.50 15.00

15.50

I
17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112240.D

Aca On : 25 Jan 2019 19:05

Operator : JU/SJ

Sample : K1238-01

Misc :

ALS Vial : 4 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 10

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

2.16 3.65 ng 183887 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 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 12 (2.157 min): BF112240.D (-8) (-) m/z 73.05 100.00%
3.0

5000 43.0

I

55.0 87.0

2.20 2.30 2.40 2.50 2.60
el | M/z 43.05  40.63%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 RS L IR I UL I
43.0 2.20 2.30 2.40 2.50 2.60
~ 550 87.0 m/z 87.05 26.00%
29.0
AR AR LS RS AR RS RARES AN MRS RARAS SRS RRARS LU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 LR LA IUULAE I UL U
2.20 2.30 2.40 2.50 2.60
5000 410 55.0 m/z 55.05 25.62%
29.0 ‘
L ‘ L \ ‘ 970 1120 129.0

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

R

Abundance #7506: 2-Methyl-5-hexen-3-ol

73.0 2.20 2.30 2.40 2.50 2.60

0
55.0 m/z 41.10 12.43%

43.0
5000
270
150 |, “
,,,,,,,,,,,,,
m/z--> 10 30 40 50 70 80 90 100 110 120 130 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\BF012519\
Data File : BF112240.D

Aca On : 25 Jan 2019 19:05

Operator : JU/SJ

Sample : K1238-01

Misc :

ALS Vial : 4 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 11

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

5.07 3.42 ng 171997 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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 507 (5.069 min): BF112240.D (-504) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 83.1 480 5.00 5.20 5.40
1 A S S m/z 59.10 62.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I UL I LR
59.0 480 500 520 540
0,
150 4, 1010 m/z 101.00 21.54%
R , 83.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540
5000 m/z 58.00 15.12%
101.0
150 310 || BPg90 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester TR et
54.0 480 5.00 5.20 5.40
m/z 41.05 9.04%
5000 41.0
S S Y. S .U 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112240.D

Aca On : 25 Jan 2019 19:05

Operator : JU/SJ

Sample : K1238-01

Misc :

ALS Vial : 4 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 96.95 ng 4878670 1,4-Dichlorobenzene-d4 6.84
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 771 (6.622 min): BF112240.D (-766) (-) m/z 132.00 100.00%
132.0
5000 68.1 {
400 | 9%.0 6% ‘640 660 680 700
54.0 : : : : :
Ot bl 8L L dgeousa 7 Ee 0 38, 53%
m/z--> 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 R
5000 R R UL LR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.38%
'”'m'”WJ'W””'P'”I”?hq”'v'”l”"'”'P'”I"”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 25.68%
41.0 97.0
‘ 20.0 117.0
|||||||||‘||‘||||‘||‘||||‘|‘il|||‘|‘|‘|‘|||||||‘||||1|0|7|0||||‘||||||":::luu
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine T BEaas e )
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.50%
5000
33.0 44.0 00 105.0
m/z--> 30 40 5'0 6|0 70 8|0 9 100 110 12'0 130 140 6.0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112240.D

Aca On : 25 Jan 2019 19:05

Operator : JU/SJ

Sample : K1238-01

Misc :

ALS Vial : 4 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 13
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.63 ng 164815 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1667 (11.892 min): BF112240.D (-1663) (-) m/z 73.00 100.00%

11.60 11.80 12.00 12.20
m/z 43.05  83.47%

73.0
5000 129.1
. 213.2
| 157.1 41851 ,
g

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

5000 129.0 L B e e e
83.0 11. 60 1180 1200 12 20
) 0,
‘J‘“ 1570 190 2130 250 | M/Z 60.00  82.16%
40

5

m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 55.10 68.14%
171.0
[ ) L
...,.‘z..‘,“ AL HH I m R A N
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A R e Ea s L
43.0 73.0 11.60 11.80 12.00 12.20
m/z 41.05 59.76%
5000 129.0 M—LA/
15.0 \‘ If Lﬁ
S AERRRRE: T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112240.D

Aca On : 25 Jan 2019 19:05

Operator : JU/SJ

Sample : K1238-01

Misc :

ALS Vial : 4 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 Phenol, 4,4"-(1-methylethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.83 26.29 ng 1264240 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 98
2 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 50
3 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 47
4 2-Trifluoromethvl-5-hvdroxvauino... 213 C10H6F3NO 041958-06-9 45
5 2,5-bis(Trimethylsilyl)thiophene 228 C10H20SSi2 017906-71-7 40

Abundance Scan 1826 (12.827 min): BF112240.D (-1817) (-) m/z 213.10 100.00%

218.1

-

5000
911 119.0
39.0 650 : 1410 1651 1051 12.60 12.80 13.00 13.20
e e e .~.|i Lavo teon el ] ,"?494, m/z 119.00 19.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 LA L L L L L L LB
12.60 12.80 13.00 13.20
910 119.0 m/z 228.05 16.33%
65.0 L 165.0

| I - I ! "
A B e L m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b'dipyran-2-one, 8,8-dimethyl-

—

213.0
12.60 12.80 13.00 13.20
5000 m/z 214.10 15.04%
185.0
280 510 69.0 920 1280 1570 \ \ 2#0.0
R o B A e i o o e e e R E RS s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71890: Carbanilic acid, p-phenyl-
213.0 12.60 12.80 13.00 13.20
m/z 91.10 11.38%
5000
167.0  196.0
P e e e e e e ) RS e AR RRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112240.D

Aca On : 25 Jan 2019 19:05

Operator : JU/SJ

Sample : K1238-01

Misc :

ALS Vial : 4 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 Cycloeicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 9.80 ng 471268 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 95
2 1-Octadecene 252 C18H36 000112-88-9 95
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93

Abundance Scan 1998 (13.839 min): BF112240.D (-1994) (-) m/z 57.10 100.00%

571.1

5000

-

13.60 13.80 14.00 14.20
m/z 43.10 80.00%

140.1 167.1 209.1 239.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127768: Cycloeicosane
550

83.0

:

13!60 13.I80 14.I00 14!20
m/z 83.10 67.21%

5000

139.0 168.0 196.0 224.0 252.0 280.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104183: 1-Octadecene

:

83.0 e S RN T
13.60 13.80 14.00 14.20

m/z 55.05 66 .33%

5000
111.0

140.0 168.0 196.0 224.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #227401: Heptadecy! heptafluorobutyrate T T
57.0 13.60 13.80 14.00 14.20
m/z 69.10 65.79%

-

83.0

5000

29.0

:

dall 283.0
RRRRSEEREE N T T B

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112240.D

Aca On : 25 Jan 2019 19:05

Operator : JU/SJ

Sample : K1238-01

Misc :

ALS Vial : 4 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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.16 2.97 ng 142744 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2053 (14.163 min): BF112240.D (-2048) (-) m/z 57.05 100.00%
57.0
85.1
5000
1130 151.2  197.1225.1253.2  302.9 13 80 14.00 14.20 14.40

——r—iy uly .|III|I|I|||I '"l" L Ly "'|I' e m/z 43.10 72 .01%

m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0

5000 : R R
29.0 13.80 14.00 14,20 14.40

m/z 71.10 71.20%

13.0141.0169.0197.0225.0253.0282.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—rl_l_l_l—rl'

13.80 14.00 14.20 14.40

5000 85.0 m/z 85.10 55.73%
29.0
o i | l‘lﬂal 141:0160.0197.0225,02530 _ 205.0323.0 _ 367.0
LA s B e s e e { L e e I B B s ey e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane L B s B e e
57.0 13.80 14.00 14.20 14.40

m/z 55.10 23.44%

85.0
5000
29.0 13.0
Cllo | [141:0169.0107.0225.0253.0 296.0

m/z--> 50 100 150 200 250 300 350 13. 80 14. 00 14. 20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112240.D

Aca On : 25 Jan 2019 19:05

Operator : JU/SJ

Sample : K1238-01

Misc :

ALS Vial : 4 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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .46 6.80 ng 326952 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tetracosane 338 C24H50 000646-31-1 91
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 2104 (14.463 min): BF112240.D (-2099) (-) m/z 57.10 100.00%
57.1
5000
| 990.1 R R e e ]
141.1 14.20 14.40 14.60 14.80
Ll L -‘|, Ly 1832 2252 2650 3021 8973 7777110 76.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83028: Hexadecane
57.0
J\ JL
5000 R R BRI SUUR IR
mmmmmmmm
99.0 m/z 43.10 68.48%
26.0 L J | II].4]. .0 183. 0 226 0
m/z--> 55 100 1éo 200 250 300 3éo 460
Abundance #175557: Tetracosane
57.0
1420 14.40 14.60 14.80
5000 m/z 85.10 60.94%
99.0
27\0‘ L 1419 1830 225.0 267.0 309.0338.0
m/z--> 50 160 150 200 250 360 3éo 460 0
Abundance #209566: Octacosane T T T
57.0 14.20 14.40 14.60 14.80
m/z 41.10 27 .83%
5000
99.0
27‘.0‘ I | |, 14l 0 183. 0 225.0 281.0 337.0 394.0

m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112240.D

Aca On : 25 Jan 2019 19:05

Operator : JU/SJ

Sample : K1238-01

Misc :

ALS Vial : 4 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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.76 7.18 ng 720523 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexacosane 366 C26H54 000630-01-3 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2155 (14.763 min): BF112240.D (-2150) (-) m/z 57.10 100.00%
57.1
5000
991 14.40 14.60 14.80 15.00
141. 1 183 2 . . . .
ol .J.=.|l Ly qohs 222 2811 3578 4523 nyz 71.10  75.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane
57.0
5000
14.40 14.60 14.80 15.00
99.0 m/z 43.10 65.78%
. 1, Jll 1410 1830 225.0 2680
m/z--> éo 160 1%0 260 250 360 3éo 460 4%0
Abundance #194493: Hexacosane
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 57.99%
99.0
CL L) | 1410 1830 2250 267.0 309.0 367.0
m/z--> éo 160 1%0 260 250 360 3éo 460 4%0
Abundance #215181: 2-methyloctacosane
57.0 14.40 14.60 14.80 15.00
m/z 55.05 24 .50%
5000
99.0
| ' | || 1410 1830 2250 267.0 3000 3650
m/z--> éo 160 1%0 260 250 300 350 400 4%0 14%0 1460 1480 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112240.D

Aca On : 25 Jan 2019 19:05

Operator : JU/SJ

Sample : K1238-01

Misc :

ALS Vial : 4 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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.10 10.62 ng 1065020 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2212 (15.098 min): BF112240.D (-2207) (-) m/z 57.10 100.00%
57.1
85.1
5000
13.
141 2169 2 14.80 15.00 15.20 15.40
- | 1 kL ']1 19122252 267.329533233 3652 sz 71.10  74.83%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57.0
85.0
5000
14.80 15.00 15.20 15.40
m/z 43.10 64 .90%
00, | I I r ﬂ4101690197022502530281030903380
m/z--> 56 160 150 260 250 300 3%0
Abundance #129495: Hexadecane, 5-butyl-
43.0
710 AN BN B
14.80 15.00 15.20 15.40
5000 m/z 85.10 55.24%
126.0 225.0
d 1o ngol | 155.0183.0 | 253.0280.0
m/z--> 56 100 1éo 260 250 360 3%0
Abundance #141426: Heneicosane
57.0 14.80 15.00 15.20 15.40
m/z 55.10 24 .78%
85.0
5000
29.0 13.0
m/z--> 5'0 1(')0 1&'30 2(')0 2éo 3(')0 3%0 14. 80 15. 00 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112240.D

Aca On : 25 Jan 2019 19:05

Operator : JU/SJ

Sample : K1238-01

Misc :

ALS Vial : 4 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 13 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.40 4_.54 ng 455146 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2433 (16.398 min): BF112240.D (-2428) (-) m/z 57.10 100.00%
57.1 W
5000
s 16.00 16,20 16.40 16.60 16.80
41.1 : : : : :
L s aesos2  2etiaa R R ey
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
51.0
5000 AR AU
16.00 16.20 16.40 16.60 16.80
m/z 43.10 60.98%
2n0] | | % 420 1m0 20
miz--> ‘D o 1o 2o 2o o o
Abundance #215181: 2-methyloctacosane
57.0
16.00 16,20 16.40 16.60 16.80
5000 m/z 85.10 57 .54%
99.0
70| | ) | | | p4r0 1830 2250 267.0 300.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #194493: Hexacosane R N LI LI N B B
57.0 16.00 16.20 16.40 16.60 16.80
m/z 41.10 21.63%
5000
99.0
Cl Ll 1o 1830 2250 267.0 309.0  367.0
m/z--> 50 100 1%0 200 250 300 350 ' 16.00 16.20 16.40 16.60 16.80

8270-BF012519.M Mon Jan 28 04:16:19 2019 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012519\
Data File : BF112240.D

Acq On : 25 Jan 2019 19:05

Operator : JU/SJ

Sample - K1238-01

Misc :

ALS Vial : 4 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 3.6 ng 183887 1 6.84 1006460 20.0
2-Pentanone, 4-hy... 5.07 3.4 ng 171997 1 6.84 1006460 20.0
unknown6.62 6.62 97.0 ng 4878670 1 6.84 1006460 20.0
n-Hexadecanoic acid 11.89 2.6 ng 164815 4 11.36 1253590 20.0
Phenol, 4,4"-(1-m... 12.83 26.3 ng 1264240 5 14.00 961642 20.0
Cycloeicosane 13.84 9.8 ng 471268 5 14.00 961642 20.0
Eicosane 14.16 3.0 ng 142744 5 14.00 961642 20.0
Hexadecane 14.46 6.8 ng 326952 5 14.00 961642 20.0
Nonadecane 14.76 7.2 ng 720523 6 15.47 2006240 20.0
Tetracosane 15.10 10.6 ng 1065020 6 15.47 2006240 20.0
Heptadecane 16.40 4.5 ng 455146 6 15.47 2006240 20.0
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