LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110934.D

Aca On : 21 Nov 2018 17:56

Operator : JU/SJ

Sample : J5772-07

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-BF110818 .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 2.222 18 23 36 rvB 62023 90704 7.29% 0.798%
2 5.175 522 525 543 rBV 22440 42344 3.40% 0.373%
3 5.563 587 591 612 rBV 932711 1106729 88.99% 9.742%
4 6.569 758 762 782 rBVY 1138722 1223358 98.37% 10.768%
5 6.710 782 786 802 rVB 1420650 1229079 98.83% 10.819%
6 6.939 822 825 836 rBV 366085 336951 27.09% 2.966%
7 7.098 848 852 869 rBV 854784 885388 71.19% 7.793%
8 7.510 918 922 943 rBV 580213 746671 60.04% 6.572%
9 8.228 1040 1044 1068 rVB 313377 431306 34.68% 3.796%
10 9.292 1222 1225 1235 rBV 1176949 1243661 100.00% 10.947%
11 9.692 1290 1293 1299 rVB 88201 88464 7.11% 0.779%

12 9.980 1339 1342 1354 rVB 408438 451935 36.34% 3.978%
13 10.780 1474 1478 1489 rBV 509712 607281 48.83% 5.345%
14 10.863 1489 1492 1496 rVB2 13313 18184 1.46% 0.160%
15 11.480 1593 1597 1609 rBV 355313 382821 30.78% 3.370%

16 11.845 1656 1659 1661 rBV 15635 14364 1.15% 0.126%
17 11.980 1679 1682 1687 rBV2 24588 30298 2.44% 0.267%
18 12.527 1773 1775 1777 rBV2 64005 54734 4._.40% 0.482%
19 12.551 1777 1779 1782 rVB 54965 43986 3.54% 0.387%
20 12.704 1802 1805 1809 rBV 13450 15142 1.22% 0.133%
21 12.933 1841 1844 1848 rVB2 19307 17880 1.44% 0.157%
22 13.057 1861 1865 1873 rBV 962143 857929 68.98% 7.552%
23 13.604 1955 1958 1961 rBV 23483 20889 1.68% 0.184%
24 13.933 2011 2014 2020 rBV 60300 71651 5.76% 0.631%
25 14.133 2044 2048 2057 rBV 367232 386750 31.10% 3.404%
26 14.245 2064 2067 2072 rVB 42233 39403 3.17% 0.347%
27 14.551 2116 2119 2127 rBV 65092 76164 6.12% 0.670%
28 14.868 2169 2173 2177 rBV 89594 91747 7.38% 0.808%

29 15.215 2229 2232 2241 rVB 104722 141020 11.34% 1.241%
30 15.609 2294 2299 2304 rBV 101859 151274 12.16% 1.332%

31 15.668 2304 2309 2319 rVB 175768 255052 20.51% 2.245%

32 16.062 2372 2376 2383 rVB 86706 122764 9.87% 1.081%
33 16.592 2461 2466 2471 rVB 51288 84742 6.81% 0.746%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110934.D

Aca On : 21 Nov 2018 17:56

Operator : JU/SJ

Sample : J5772-07

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 11360665
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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\BF112118\
BF110934.D

21 Nov 2018 17:56

JussJ

J5772-07

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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0
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e S
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Time-->
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0

13.60

TIC: BF110934.D

14.13
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14.87
13.93 |\14.24 14.55 16.59

Time-->

1
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8270-BF110818.

M Mon Nov 26 11:53:16 2018

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110934.D

Aca On : 21 Nov 2018 17:56

Operator : JU/SJ

Sample : J5772-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 7

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

2.22 5.38 ng 90704 1,4-Dichlorobenzene-d4 6.94
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 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 23 (2.222 min): BF110934.D (-18) (-) m/z 73.10 100.00%
73.1

-

5000 43.0
55.1 87.1
| | 2.20 2.30 2.40 2.50 2.60
o X P O m/z 43.05 44 _54%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.10 30.98%
29.0
ob ol 1L .
B R o o o LA I o o o o e N R m s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 87.10 28.25%
29.0
o ] sro 1120 a0
s 1| B SN IR e LM LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.10 17.00%
5000 43.0
58.0
N R S S N DM
m/z--> 20 30 40 50 60 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\BF112118\
Data File : BF110934.D

Aca On : 21 Nov 2018 17:56

Operator : JU/SJ

Sample : J5772-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 12

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

5.17 2.51 ng 42344 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Diacetamide 101 C4H7NO2 000625-77-4 7
3 3.3-Dimethvlbutvlamine 101 C6H15N 015673-00-4 5
4 Propvlamine 59 C3HSN 000107-10-8 5
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 4

Abundance Scan 524 (5.169 min): BF110934.D (-522) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.0
| 4.80 5.00 5.20 5.40 5.60
Obrr e e e e e || M/z 59.00  46.92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 5.00 520 540 5.60
0
150 a0 1010 m/z 101.00 20.18%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide
43.0
480 5.00 520 540 5.60
5000 59.0 m/z 58.00 15.42%
73.0
101.0
0 28.0 Il 86.0 |
LR UL SR SR UL UL FULRLIL IR SO S LI B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4154 3,3—Dimethy|butylamine L L L B L N DL B
3d.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 11.39%
5000
41.0 101.0
o 17.0 ‘ Ll 51'0 70.0 82.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110934.D

Aca On : 21 Nov 2018 17:56

Operator : JU/SJ

Sample : J5772-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.71 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.71 72.95 ng 1229080 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 786 (6.710 min): BF110934.D (-782) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 540 ®o ek G0 60 70
0 : B E e m/z 68.10 41.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR SRR AN SRR

6.40 6.60 6.80 7.00
m/z 134.00 32.03%

31.0 510
o e
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R B
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.00%
41.0 97.0
‘ ‘ 117.0
oMo ge LW
miz--> 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl R N. e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.47%

74.0

5000 98.0 116.0

T 1580 1890

N ! I 0 SN

I T
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110934.D

Aca On : 21 Nov 2018 17:56

Operator : JU/SJ

Sample : J5772-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Bicyclo[2.2.2]octane, 2-met... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.53 2.86 ng 54734 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.21loctane. 2-methvl- 124 C9H16 000766-53-0 83
2 8-Hexadecvne 222 C16H30 019781-86-3 83
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 81
4 9-Hexadecvn-1-ol 238 C16H300 1000342-40-3 80
5 9-Octadecyne 250 C18H34 035365-59-4 80

Abundance Scan 1775 (12.527 min): BF110934.D (-1773) (-) m/z 67.00 100.00%

67.0

5000

12.20 12.40 12.60 12.80

o m/z 81.10 89.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl-
67.0
124.0
5000 410
12.20 12.40 12.60 12.80
m/z 55.00 74 .86%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79555: 8-Hexadecyne
81.0
T
41.0 12.20 12.40 12.60 12.80
5000 m/z 95.00 62.48%
109.0
137.0 179.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0 12.20 12.40 12.60 12.80
m/z 41.05 61.85%
5000

123.0 149.0 1780

262.0 294.0
R EREEEEEEE s mEm

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110934.D

Aca On : 21 Nov 2018 17:56

Operator : JU/SJ

Sample : J5772-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 14-Octadecenoic acid, methy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.55 2.30 ng 43986 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 62
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 52
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 50
4 l14-Pentadecenoic acid 240 C15H2802 017351-34-7 43
5 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 43

Abundance Scan 1779 (12.551 min): BF110934.D (-1777) (-) m/z 55.00 100.00%

58.0
5000

125.1
222.2 264.2 L i e B R
1521 1801 12.20 12.40 12.60 12.80

0 m/z 74.00 62.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
53.0
5000 LI LN L LB L L BB B B
12.20 12.40 12.60 12.80
29.0 264.0 m/z 41.05 54 .39%
111.0
138.0 180.0 222.0 206.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55.0
 REaEE T
12.20 12.40 12.60 12.80
5000 m/z 69.10 53.38%
29.0 264.0

111.0
1380  180.0  222.0

296.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141292: 13-Octadecenoic acid, methyl ester R B .
55.0 12.20 12.40 12.60 12.80
m/z 83.10 46.01%
5000
83.0
264.0
111.0 137.0 180.0 222.0 296.0
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110934.D

Aca On : 21 Nov 2018 17:56

Operator : JU/SJ

Sample : J5772-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Octatriacontyl pentafluorop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.93 3.71 ng 71651 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
2 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 91
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
4 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
Abundance Scan 2013 (13.927 min): BF110934.D (-2011) (-) m/z 57.10 100.00%
57.1
5000
SR N B B
“1 1.1163.1 13.60 13.80 14.00 14.20
ot M ey ey .| M7z 43,00 81.43%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate
57.0
5000 UL AR UL UL
10 13.60 13.80 14.00 14.20
m/z 71.10 53.73%
ob 1 167.0 225.0 281.0 341.0 401.0 460.0 532.0 678.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriacontyl pentafluoropropionate
57.0
13.60 13.80 14.00 14.20
5000 m/z 55.00 50.27%
1.0
ob | 167.0222.0278.0 334.0 391.0 446.0 504.0 650.0
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550 600 650
Abundance #95994: 1-Decanol, 2-hexyl- R AEmEEEE L
57.0 13.60 13.80 14.00 14.20
m/z 85.05 44 _37%
5000
1.0
0 ‘ ~ 196.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110934.D

Aca On : 21 Nov 2018 17:56

Operator : JU/SJ

Sample : J5772-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.24 2.04 ng 39403 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexacosane 366 C26H54 000630-01-3 87
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 87
5 Pentacosane 352 C25H52 000629-99-2 83
Abundance Scan 2066 (14.239 min): BF110934.D (-2064) (-) m/z 57.05 100.00%
5%.0
5000
8.0 113.0
: 281.1 L B B UL B
| 1|4?'|1[ 19f'|1| 22|i3.1| | 14.'00 14.'20 14.'40 14.|60
0 o e L A [ B A e m/z 43.10 63.95%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 L B B UL B
85.0 14100 1420 14.40 14.60
29.0 m/z 71.05 50.10%
0 JJ]h,ﬁQ%@mwmwmmn
m/z--> 55 160 150 260 250 360 3%0
Abundance #194494: Hexacosane
57.0
" 14.00 14.20 14.40 14.60
0
5000 850 m/z 41.10 35.68%
113.0
0 2%.0‘\ J\ J\ l\ ll Ji w11411.011619.0\19\7.0225.0253'0 295'0 366.0
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #194499: Eicosane, 7-hexyl- b RREmE EE e
57.0 14.00 14.20 14.40 14.60
m/z 85.00 31.27%
5000 85.0
0 Lk lelf'OJMl-O‘ 182.0211.0 252.0281.0308.0337.0
m/z--> 55 160 1%0 260 2éo 300 3%0 1450 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110934.D

Aca On : 21 Nov 2018 17:56

Operator : JU/SJ

Sample : J5772-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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.
15.22 11.06 ng 141020 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Hentriacontane 437 C31H64 000630-04-6 83
4 2-methvloctacosane 408 C29H60 1000376-72-8 83
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 2233 (15.221 min): BF110934.D (-2229) (-) m/z 57.05 100.00%
57.0
5000
99.0 U AU AR SRR R
] 1 1071 25?-1 15.00 15.20 15.40 15.60
0...,....q... P e m/z 43.05 60.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane

15.00 15.20 15.40 15.60
m/z 71.10 60.40%

5000

141.0 183.0 225.0 267.0 338.0

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
L L H
15.00 15.20 15.40 15.60
5000 m/z 85.10 46 .50%
99.0
o2zl 1§y 1410 183.0 2250 2810 337.0  394.0
o A B D B e s
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane i e RS R
57.0 15.00 15.20 15.40 15.60
m/z 55.10 25.27%
5000
99.0
ol | | ; 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
T T T T T e e T s e RRmaS R S
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110934.D

Aca On : 21 Nov 2018 17:56

Operator : JU/SJ

Sample : J5772-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.06 9.63 ng 122764 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2376 (16.062 min): BF110934.D (-2372) (-) m/z 57.10 100.00%

57.1
5000 85.0

15.80 16.00 16.20 16.40

d J 141117021971225125312820

0k .Jrh B T e e m/z 71.10 62.89%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 TT T[T T T T[T T rrrrrrr1
85.0 15.80 16.00 16.20 16.40
29.0 m/z 43.10 61.17%
oL ‘ o [113-0141.0169.0197.0225.0253.0 282.0
e e e
m/z--> 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
R e B
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.05  47.69%
113.0
o220 | [ H0169.0  211.0239.0267.0295.0323.0352.0
L A B e o I L B R S e e
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane B R B e S
57.0 15.80 16.00 16.20 16.40
m/z 55.05 20.07%
5000 85.0
113.0
Oﬁﬂijdﬂkyﬁm%wmnmmw 295.0 366.0
L e e TR L e e e e B R e e
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110934.D

Aca On : 21 Nov 2018 17:56

Operator : JU/SJ

Sample : J5772-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.59 6.65 ng 84742 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2466 (16.592 min): BF110934.D (-2461) (-) m/z 57.05 100.00%
57.0
99.1 LA NI SRR SR I
0 ....p... O T i i S m/z 43.10 64 .33%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
51.0
5000 I DAL AR R I
16,20 16.40 16.60 16.80 17.00
m/z 71.10 59.40%
0 239.0
0 L Lh gy M0 1830 260.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
16.20 16.40 16.60 16.80 17.00
5000 m/z 85.10 47 .06%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane A B R e
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.00 19.88%
5000 Ww
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 16,20 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112118\
Data File : BF110934.D

Acq On : 21 Nov 2018 17:56

Operator : JU/SJ

Sample - J5772-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.22 5.4 ng 90704 1 6.94 336951 20.0
2-Pentanone, 4-hy... 5.17 2.5 ng 42344 1 6.94 336951 20.0
unknown6.71 6.71 73.0 ng 1229080 1 6.94 336951 20.0
Bicyclo[2.2.2]oct... 12.53 2.9 ng 54734 4 11.48 382821 20.0
14-Octadecenoic a... 12.55 2.3 ng 43986 4 11.48 382821 20.0
Octatriacontyl pe... 13.93 3.7 ng 71651 5 14.13 386750 20.0
Hexadecane 14.24 2.0 ng 39403 5 14.13 386750 20.0
Tetracosane 15.22 11.1 ng 141020 6 15.67 255052 20.0
Eicosane 16.06 9.6 ng 122764 6 15.67 255052 20.0
Heptadecane, 9-oc... 16.59 6.7 ng 84742 6 15.67 255052 20.0
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