LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110507.D

Aca On : 6 Nov 2018 11:37

Operator : JU/SJ

Sample : J5816-03 2X

Misc :

ALS Vial : 5 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-BF102318.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 2.257 25 29 46 rVB 156746 233306 21.96% 1.860%
2 5.181 522 526 534 rBV 26003 36135 3.40% 0.288%
3 5.569 588 592 606 rBV 916124 898820 84.59% 7.167%
4 6.575 759 763 784 rBVY 1003087 1026595 96.62% 8.186%
5 6.722 784 788 794 rBVY 1175104 998431 93.97% 7.961%
6 6.951 824 827 834 rBV 686864 607834 57.21% 4.847%
7 7.110 850 854 862 rBV 808084 751949 70.77% 5.996%
8 7.516 919 923 938 rBV 570784 611715 57.57% 4.878%
9 8.234 1042 1045 1065 rVB 649457 782277 73.62% 6.238%
10 8.857 1146 1151 1156 rBV 12990 13695 1.29% 0.109%

11 9.310 1224 1228 1238 rBV 1079921 1062526 100.00% 8.472%
12 9.375 1238 1239 1250 rVB5 9439 13537 1.27% 0.108%
13 9.704 1291 1295 1303 rBvV 103845 110452 10.40% 0.881%
14 9.998 1341 1345 1360 rVB 735901 788982 74.26% 6.291%
15 10.786 1475 1479 1492 rBV 461984 475777 44.78% 3.794%

16 11.486 1595 1598 1612 rBV 607835 642795 60.50% 5.125%
17 11.992 1679 1684 1692 rBV2 82816 115413 10.86% 0.920%

18 12.710 1800 1806 1809 rBV2 20691 28566 2.69% 0.228%
19 12.774 1814 1817 1827 rBV3 43937 69948 6.58% 0.558%
20 13.069 1863 1867 1874 rVB 748683 699594 65.84% 5.578%
21 13.251 1894 1898 1900 rBvV4 10830 16498 1.55% 0.132%
22 13.616 1957 1960 1963 rBvV4 17896 20438 1.92% 0.163%
23 13.945 2013 2016 2021 rBV 65476 75954 7.15% 0.606%
24 14.133 2044 2048 2059 rBV 541575 567969 53.45% 4_.529%
25 14.263 2067 2070 2073 rVB 51579 52466 4.94% 0.418%

26 14.563 2118 2121 2129 rBV 121581 139254 13.11% 1.110%
27 14.880 2172 2175 2179 rVB 206407 219041 20.62% 1.747%
28 15.233 2231 2235 2239 rVB 270873 306891 28.88% 2.447%
29 15.627 2298 2302 2305 rBV 259431 356751 33.58% 2.845%
30 15.663 2305 2308 2313 rVB 291451 368157 34.65% 2.936%

31 16.086 2375 2380 2387 rVB 200013 295047 27.77% 2.353%
32 16.615 2466 2470 2477 rVB2 88869 154467 14.54% 1.232%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110507.D

Aca On : 6 Nov 2018 11:37

Operator : JU/SJ

Sample : J5816-03 2X

Misc :

ALS Vial : 5 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-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 12541280
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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\BF110618\

BF110507.D

6 Nov 2018 11:37

JussJ

J5816-03 2X

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110507.D

Aca On : 6 Nov 2018 11:37

Operator : JU/SJ

Sample : J5816-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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.

2.26 7.68 ng 233306 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 12

Abundance Scan 29 (2.257 min): BF110507.D (-25) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.0 871
2.202.30 2.40 2.50 2.60 2.70
bbb e | Tm/Z 43.00  41.17%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
430 2.202.30 2.40 2.50 2.60 2.70
550 87.0 m/z 55.00 30.12%

29.0
AN

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
2.202.30 2.40 2.50 2.60 2.70
5000 410 550 m/z 87.10 24.88%
29.0 H
H\ ‘ I L ‘ A \‘ | I 970 1120 1290
B o o o R e e ARE RS EREEE e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8363: 3-Hexanol, 2-methyl-
55.0 73.0 2.202.30 2.40 2.50 2.60 2.70
m/z 41.05 13.45%
5000
43.0
31.0
TR RN ! , 830 97.0 115.0
B LI B o e B S AR R s e e s SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110507.D

Aca On : 6 Nov 2018 11:37

Operator : JU/SJ

Sample : J5816-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.72 Concentration Rank 1

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

6.72 32.85 ng 998431 1,4-Dichlorobenzene-d4 6.95
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 788 (6.722 min): BF110507.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 LA SR SR AR
40.0 54.0 6.40 6.60 6.80 7.00
gL.0 e — m/z 68.10 39.12%
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 LSRR SRS R AR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.97%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.53%
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e N  EEAm
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.21%
74.0
5000 98.0 116.0
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
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\BF110618\
Data File : BF110507.D

Aca On : 6 Nov 2018 11:37

Operator : JU/SJ

Sample : J5816-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Pentadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.99 3.59 ng 115413 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 1684 (11.992 min): BF110507.D (-1679) (-) m/z 73.00 100.00%

430 730
5000 129.1
: 157.1 213.2
| | - 1852 256.2 11.60 11.80 12.00 12.20 12.40

-} m/z 43.00 88.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
5000 1290 TTTT LR B TT T T
11. 60 11. 80 12. OO 12 20 12. 40
m/z 60.00 88.58%
15.0 |, | |
S ARERRA:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.00 81.22%
15.0 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid A A B e B S
73.0 11.60 11.80 12.00 12.20 12.40
43.0 m/z 55.00 76.35%
5000 129.0
185.0 228.0
‘970
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110507.D

Aca On : 6 Nov 2018 11:37

Operator : JU/SJ

Sample : J5816-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 11
R.T. EstConc Area Relative to ISTD R.T.
12.77 2.18 ng 69948 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1816 (12.769 min): BF110507.D (-1814) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.0
98.0 185.1
Ll L e |
e e U m/z 43.00 71.99%
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 1290 LIS INLELINLILI LI L LB LN B
12.40 12.60 12.80 13.00
Tﬂ 2410 2840 m/z 41.10 69.22%
207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0
43.0 LN BRI UL
12.40 12.60 12.80 13.00
5000 129.0 m/z 59.95 62.69%
,1;3,9,\,\,,\'\;\” LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0 12.40 12.60 12.80 13.00
m/z 55.10 58.25%
5000 129.0
150 Il —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300

8270-BF102318.M Wed Nov 07 15:56:17 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110507.D

Aca On : 6 Nov 2018 11:37

Operator : JU/SJ

Sample : J5816-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Cyclohexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.67 ng 75954 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 89
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 70
3 1-Octadecene 252 C18H36 000112-88-9 64
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 64
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 62

Abundance Scan 2017 (13.951 min): BF110507.D (-2013) (-) m/z 57.10 100.00%

L L

230.1 T TTrTT TTr T TTTT TTrTT T
13 60 13. 80 14. 00 14 20
281.0

m/z 43.10 76.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane
55.0 830

5000

5000

202.1

13 60 13. 80 14. 00 14 20

m/z 55.05 74 .42%

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

Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
B B .
83.0 13.60 13.80 14.00 14.20
5000 m/z 83.00 66.26%
29.0
139.0 169.0 238.0
- - . i 2830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104183: 1-Octadecene B B .
43.0 13.60 13.80 14.00 14.20
m/z 69.10 58.69%
5000
“ H 140.0 168.0 196.0 224.0 252.0
e B B .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 60 13. 80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110507.D

Aca On : 6 Nov 2018 11:37

Operator : JU/SJ

Sample : J5816-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .56 4.90 ng 139254 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Triacontane 422 C30H62 000638-68-6 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2121 (14.563 min): BF110507.D (-2118) (-) m/z 57.10 100.00%
51.1
5000 ,_-4A~,_W__~AWWN_,_wf\mhwx
UL BUNIURN S B
' 155.1 14.20 14.40 14.60 14.80
. | ,}.! .‘l.-l! bt iy 1801 2441 210 m/z 71.05 66.25%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 D DR B B
Mmmmmmmm
m/z 43.10 65.58%
99.0
240| Ly }410 183.0 225.0 267.0 309.0338.0
m/z--> 55 100 1%0 200 250 360 3éo
Abundance #209566: Octacosane
57.0
14:20 14.40 14.60 1480
5000 m/z 85.10 44 .67%
99.0
27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 3éo
Abundance #202662: Heptacosane L B R m EE e
57.0 14.20 14.40 14.60 14.80
m/z 55.00 23.88%
= MLML
99.0
27,0 | | 141.0 183 0 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 200 250 300 3éo ' 1450 1440 1460 1480 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110507.D

Aca On : 6 Nov 2018 11:37

Operator : JU/SJ

Sample : J5816-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tricosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.88 7.71 ng 219041 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2175 (14.880 min): BF110507.D (-2172) (-) m/z 57.10 100.00%

57.1

5000 85.0

&

13.1 14.60 14.80 15.00 15.20
141 1169 1197.1
— | A '1 Gy Ol] 2381 27413081 "m/z 43.10 61.61%

m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57.0
5000 850 LA L L L L L L LB

14.60 14.80 15.00 15.20
m/z 71.10 60.99%

13.0 324.0
]1 141 0
\ . I | .1169 0197 0 239 0267 0295 0

m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
e B L N R A o RS
14.60 14.80 15.00 15.20
5000 m/z 85.05 42 _.27%
85.0
29 0
L .‘ 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane e e
57.0 14.60 14.80 15.00 15.20
m/z 41.05 20.88%

29.0‘

ﬁ13014101690197022502530281030903380

T
m/z--> 50 100 150 200 250 300 350 14.60 14. 80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110507.D

Aca On : 6 Nov 2018 11:37

Operator : JU/SJ

Sample : J5816-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.23 16.67 ng 306891 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 91
Abundance Scan 2234 (15.227 min): BF110507.D (-2231) (-) m/z 57.10 100.00%
57.1
5000
19 9.0 " 15.00 15.20 15.40 15.60
141. 1 : : : :
. A fhf g 4L 1822 23822601 3082 | ThzzT 71,10 59.67%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LRI DU SURBURSE BB B
mmmmmmmm
99.0 m/z 43.10 57.06%
27r0| |1y 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #194493: Hexacosane
57.0
" 15.00 15.20 15.40 15.60
5000 m/z 85.10 46 .57%
99.0
Cl Ll 2o 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1éo 200 250 300 3%0 '
Abundance #141426: Heneicosane R e e AR REE
57.0 15.00 15.20 15.40 15.60
m/z 55.05 22.46%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960

m/z--> 50 100 150 200 250 300 350 15.00 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110507.D

Aca On : 6 Nov 2018 11:37

Operator : JU/SJ

Sample : J5816-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.09 16.03 ng 295047 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2381 (16.092 min): BF110507.D (-2375) (-) m/z 57.10 100.00%
57.1
>0 Mw
991 15.80 16.00 16,20 16.40
155.1 . . : :
T .l.ll ol g0, 29722281 27223021 Tnyz o 71.10  62.41%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LR UL UL SR B
mmmmmmmm
99.0 m/z 43.10 54 _.69%
|Jjjﬂdmw1%onm2mom% 367.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #209566: Octacosane
57.0
15.80 16.00 16,20 16.40
5000 m/z 85.10 47 .39%
99.0
27,00 | | | | 14 0 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #202661: Heptacosane e e
57.0 15.80 16.00 16.20 16.40
m/z 55.00 22.51%
- J\«w\,\/\w\w
99.0
ZH‘JJQ‘MW1%02m2mom% 380.0
m/z--> m 1& 1% 2m 250 3& 3% ' mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110507.D

Aca On : 6 Nov 2018 11:37

Operator : JU/SJ

Sample : J5816-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.62 8.39 ng 154467 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Octadecane 254 C18H38 000593-45-3 96
3 Heptadecane 240 C17H36 000629-78-7 95
4 Pentadecane 212 C15H32 000629-62-9 93
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87

Abundance Scan 2471 (16.621 min): BF110507.D (-2466) (-) m/z 57.10 100.00%

57.1

1131 16.40 16.60 16.80 17.00
141.1 168.1 218.1 246.1 279.1 313.1
S 24l m/z 71.10 65.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
571.0
85.0
5000 LA B L L L L L L LB
16. 40 16 60 16. 80 17. 00
m/z 43.10 57.48%
29.0 113.0
L0 Ly [7701410 1600 1970 2250 2530 2960
L e A R R R LR B e N RRARRERARN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885: Octadecane
57.0
R S N EaEmE s
16.40 16.60 16.80 17.00
5000 85.0 m/z 85.10 44 .68%
29.0 113.0
Ll ) M0 1410 169.0 197.0 2250 254.0
et e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94344: Heptadecane B EREEmmEs o
57.0 16.40 16.60 16.80 17.00
m/z 41.05 19.51%
2000 50 JWWMAMhAJMkaWmMﬂVMMMVWU

29.0
| ‘\ L i ‘\11430‘141016901970 2400

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\BF110618\
Data File : BF110507.D

Acq On : 6 Nov 2018 11:37

Operator : JU/SJ

Sample - J5816-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.26 7.7 ng 233306 1 6.95 607834 20.0
unknown6.72 6.72 32.9 ng 998431 1 6.95 607834 20.0
Pentadecanoic acid 11.99 3.6 ng 115413 4 11.49 642795 20.0
Octadecanoic acid 12.77 2.2 ng 69948 4 11.49 642795 20.0
Cyclohexadecane 13.95 2.7 ng 75954 5 14.13 567969 20.0
Tetracosane 14_.56 4.9 ng 139254 5 14.13 567969 20.0
Tricosane 14.88 7.7 ng 219041 5 14.13 567969 20.0
Octacosane 15.23 16.7 ng 306891 6 15.66 368157 20.0
Hexacosane 16.09 16.0 ng 295047 6 15.66 368157 20.0
Heneicosane 16.62 8.4 ng 154467 6 15.66 368157 20.0
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