LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116822.D

Aca On > 4 Sep 2019 18:15

Operator : HP/JU

Sample : K4653-01

Misc :

ALS Vial : 19 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-BF083019.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 5.051 500 504 513 rVB 173924 174097 9.92% 1.327%
2 5.469 570 575 578 rBV 971504 863206 49.19% 6.581%
3 6.481 742 747 754 rBVY 1563202 1525223 86.91% 11.628%
4 6.622 766 771 774 rBV 1442617 1287710 73.37% 9.817%
5 6.675 776 780 789 rVB 80729 68410 3.90% 0.522%
6 6.851 806 810 813 rBV 464315 374290 21.33% 2.853%
7 7.004 833 836 840 rBVY 1292942 1198079 68.27% 9.134%
8 7.410 900 905 908 rBV 995776 949621 54.11% 7.240%
9 8.127 1024 1027 1031 rBV 557387 483315 27.54% 3.685%
10 9.204 1206 1210 1213 rBVY 2196658 1755018 100.00% 13.380%

11 9.592 1273 1276 1281 rVB 235825 203932 11.62% 1.555%
12 9.880 1322 1325 1329 rVB 648462 541064 30.83% 4.125%

13 10.316 1396 1399 1402 rVB2 27943 22638 1.29% 0.173%
14 10.539 1432 1437 1441 rBV 32263 34822 1.98% 0.265%
15 10.668 1455 1459 1467 rVB 452576 405278 23.09% 3.090%
16 10.804 1476 1482 1488 rVB2 52667 75172 4.28% 0.573%
17 11.233 1550 1555 1558 rBV2 28633 26470 1.51% 0.202%
18 11.363 1574 1577 1581 rBV 539120 480635 27.39% 3.664%
19 11.886 1664 1666 1670 rBV2 74314 62720 3.57% 0.478%

20 12.945 1842 1846 1849 rBV 1598412 1321899 75.32% 10.078%

21 13.833 1994 1997 2006 rBV 177784 232410 13.24% 1.772%
22 13.992 2021 2024 2028 rVB 408163 389792 22.21% 2.972%

23 14.162 2049 2053 2057 rBV5 46589 64692 3.69% 0.493%

24 14.462 2102 2104 2109 rBV3 55575 63438 3.61% 0.484%

25 14.768 2153 2156 2160 rVB 61844 54333 3.10% 0.414%

26 15.103 2210 2213 2218 rVB2 66103 76315 4 .35% 0.582%

27 15.451 2268 2272 2275 rBV 266662 319707 18.22% 2.437%

28 15.909 2347 2350 2354 rBV2 45302 62661 3.57% 0.478%
Sum of corrected areas: 13116947
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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\BF090419\

BF116822.D

4 Sep 2019 18:15

HP/JU

K4653-01

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF116822.D

6.48
6.62

5.47

5.05

6.85

7.00
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Time-->
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5.50
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2000000

1500000

1000000

500000

TIC: BF116822.D

9.88
11.36

10.67
9.59

10.3210.54| 10.80 11.2 11.89

12.94

Ol
Time-->

12.00

10.50 11.00 11.50

9.50 10.00

S

9.00

12.50

13.00

Abundance

2000000

1500000

1000000

500000

0

TIC: BF116822.D

13.99
15.45

13.83
1416 1446 14.77 15.10 15.91

Time-->

™1
13.50

T T
17.50 18.00

15.50 16.00

16.50

17.00

14.00

14.50 15.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116822.D

Aca On : 4 Sep 2019 18:15

Operator : HP/JU

Sample - K4653-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.05 9.30 ng 174097 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 504 (5.051 min): BF116822.D (-500) (-) m/z 42.95 100.00%
a3
59
5000
101
e
480 5.00 520 5.40
83
...,....,....,....',':...??.4!,...‘?9,....,.-...,...:,....,. m/z 59.10 63.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 27 .72%
15 31 101
25,7 37, 53,| 83 ,
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
480 500 520 540
0,
5000 101 m/z 58.00 15.93%
28 59
‘ 70 84
...,..1“?.,..H.‘l....q‘.:..,?ﬁ”‘l:i....l.‘..7.8,.‘l..,.?“?.,;...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3159: 5-Hexen-2-one R E R mE BAa
43 480 5.00 520 5.40
m/z 41.00 9.13%
5000
55
21 37, | a9 65 71 77 83 98 )
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116822.D

Aca On : 4 Sep 2019 18:15

Operator : HP/JU

Sample - K4653-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.62 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.62 68.81 ng 1287710 1,4-Dichlorobenzene-d4 6.85
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 771 (6.622 min): BF116822.D (-766) (-) m/z 132.00 100.00%
5000 68
0 s %6 J 620 6.40 6.60 6.80 7.00
qrer lasus o | w/z 68.10 40.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 I L UL I I
6.20 6.40 6.60 6.80 7.00
21 78 m/z 134.00 33.02%
I'"%I!Jl'l'!'Jl""IJ"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 24.76%
N ..,....,.?9 II¥Q7 ‘ B - ..,.1??.
m/z--> 20 40 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dim9thy|' LI N L L
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.94%
117
5000
29 91
GO W
| N | ! . \ m
m/z--> 20 Jo 6 80 160 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF083019.M Thu Sep 05 17:08:52 2019

Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116822.D

Aca On : 4 Sep 2019 18:15

Operator : HP/JU

Sample - K4653-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7

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

6.67 3.66 ng 68410 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Diethvl carbitol 162 C8H1803 000112-36-7 78
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 50
4 Ethanol. 2-I2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 45
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42

Abundance Scan 779 (6.669 min): BF116822.D (-776) (-) m/z 45.10 100.00%
45
5000
59 72 .
| 104 6.40 6.60 6.80 7.00
el 8 m/z 58.95  35.28Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 7 6.40 6.60 6.80 7.00
m/z 72.00 28.67%
18 L | gog 104 146
wes 0 % d 5 e T @ % 10 s 13
Abundance #32643: Diethyl carbitol
45
A SRS ARSS RS AR
6.40 6.60 6.80 7.00
5000 59 72 m/z 73.00 18.89%
31
15 \” 39| 51 g0 19 ue
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120
Abundance #8862: 2-Propanol, 1-(1-methylethoxy)-
45 6.40 6.60 6.80 7.00
m/z 43.00 13.90%
5000 59
73
..,..”,.?§M,...Jﬁl..,??..ﬂ.”.,.kh.,..ﬁﬁ....}Pﬁ.,....,”. R RS S IR
m/z--> 10 20 30 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116822.D

Aca On : 4 Sep 2019 18:15

Operator : HP/JU

Sample - K4653-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.80 3.13 ng 75172 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 72
2 Nonane. 3-methvl-5-propvl- 184 C13H28 031081-18-2 72
3 Sulfurous acid. dodecvl 2-ethvlh... 362 C20H4203S 1000309-19-5 64
4 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 64
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 64
Abundance Scan 1481 (10.798 min): BF116822.D (-1476) (-) m/z 57.05 100.00%
57
5000 85
4 113 LRI LR BUUR SN B
| L] 169 10.40 10.60 10.80 11.00 11.20
e b e | M/Z 71.05  98..80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 85 LR ISR SR SN B
10.40 10.60 10.80 11.00 11.20
29 m/z 43.05 56.43%

|13 m 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #48914: Nonane, 3-methyl-5-propyl-
57
A B A B et
10.40 10.60 10.80 11.00 11.20
5000 85 m/z 85.05 43.92%
29
112 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #191848: Sulfurous acid, dodecyl 2-ethylhexyl ester
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 22.88%
5000
113
29 85
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 40 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116822.D

Aca On : 4 Sep 2019 18:15

Operator : HP/JU

Sample - K4653-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Pentadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.61 ng 62720 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 74
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
3 n-Decanoic acid 172 C10H2002 000334-48-5 59
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 18
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 18
Abundance Scan 1667 (11.892 min): BF116822.D (-1664) (-) m/z 73.00 100.00%
73
43 60
5000
11.60 11.80 12.00 12.20
Frepreer m/z 60.00 80.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 73
5000 LRI UL BN UL B
11.60 11.80 12.00 12.20
29 m/z 43.05 75.67%
A5 LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43 o 73
11,60 11.80 12.00 12.20
5000 29 m/z 57.00 71.89%
256
L MM‘ 143157171185 199 233 957
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #39470: n-Decanoic acid R A BEREE TS
60 73 11.60 11.80 12.00 12.20
m/z 55.00 65.95%
41
5000 129
T 87
115 172
e LR L My | [ e 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\BF090419\
Data File : BF116822.D

Aca On : 4 Sep 2019 18:15

Operator : HP/JU

Sample - K4653-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 n-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 11.92 ng 232410 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 90
Abundance Scan 1996 (13.827 min): BF116822.D (-1994) (-) m/z 83.05 100.00%
5000 ANMWWNWVAN,W~kaww~»~uh~“““
3 140167 179 211 239 "' 1360 13.80 14.00 14.20
m/z 97.10 89.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55
5000 LR SUNILN SR BN SUM
13.60 13.80 14.00 14.20
29 m/z 57.05 84 .39%
139 168 196 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
"' 1360 13.80 14.00 14.20
5000 m/z 55.05 80.83%
29
B “ 167 195 222 250 280 308 336 WMAMJNNth”MAJ\prWkaAwmwv
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol e RARREEE RS
55 83 13.60 13.80 14.00 14.20
m/z 69.10 72 .31%
5000
29
Lok 167 196 238 266 294
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.I60 13.|80 14.'00 14.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116822.D

Aca On : 4 Sep 2019 18:15

Operator : HP/JU

Sample - K4653-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 2-methyltetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.16 3.32 ng 64692 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 64
2 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 59
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 53
4 Heneicosane 296 C21H44 000629-94-7 53
5 2-methyloctacosane 408 C29H60 1000376-72-8 53
Abundance Scan 2053 (14.162 min): BF116822.D (-2049) (-) m/z 71.10 100.00%

5000
129

207 I e o
239 283 328 13.80 14.00 14.20 14.40

—_ m/z 57.00 98.04%
m/z--> 50 100 150 200 250 300 350

Abundance #185534: 2-methyltetracosane
57
5000 85 LA L L L L L L
13.80 14.00 14.20 14.40
m/z 85.10 81.20%
29 1s 141
d| 169 197 225 253 309 337
doa = 80 197 228 258 T
m/z--> 50 100 150 200 250 300 350
Abundance #149369: Sulfurous acid, butyl dodecy! ester
57
R e
13.80 14.00 14.20 14.40
5000 m/z 43.05 79.95%
85
29
H | \‘ y 15 189 169 203221
.. T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R AR EEEEE T
57 13.80 14.00 14.20 14.40
m/z 55.00 56.86%
5000 85
113
3 “ L0 14 160 197 % 267 04 303 382

IIII‘I‘I I“I‘III‘II IIII T T 1T IIIIIIIIIII IIIIIIIIIIIIIIIIIIII

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\BF090419\
Data File : BF116822.D

Aca On : 4 Sep 2019 18:15

Operator : HP/JU

Sample - K4653-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .46 3.25 ng 63438 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 83
2 Tetratetracontane 619 C44H90 007098-22-8 80
3 Hexadecane 226 C16H34 000544-76-3 72
4 Pentadecane 212 C15H32 000629-62-9 58
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 53
Abundance Scan 2104 (14.462 min): BF116822.D (-2102) (-) m/z 57.10 100.00%
g7
5000
205 1420 14.40 14.60 14.80
bl m/z 71.10 96.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57
5000 LI SR SRR SULRUR U
14.20 14.40 14.60 14.80
99 m/z 43.10 74 .53%
| 141 183 225 267 309 351 437
m/z--> 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #241526: Tetratetracontane
57
1420 14.40 14.60 14.80
5000 m/z 85.10 58.45%
97
127
27| | [} ][] 169 211 253 300 351 407 446477 533 575 618
m/z--> 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #83025: Hexadecane B EERR Bam e L
57 14.20 14.40 14.60 14.80
m/z 55.10 46.67%
5000
27 JQP 141 183 226
m/z--> 55 160 150 200 250 300 350 400 4éo 560 séo 660 14'20 14.40 14. 60 14}80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116822.D

Aca On : 4 Sep 2019 18:15

Operator : HP/JU

Sample - K4653-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.77 3.40 ng 54333 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Undecane. 4.8-dimethvl- 184 C13H28 017301-33-6 64
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 64
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 64
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 2156 (14.768 min): BF116822.D (-2153) (-) m/z 57.10 100.00%
g7
85
5000
154 179197 229249 271 295 14.40 14.60 14.80 15.00
i 12 m/z 71.10 97.65%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LN BRI SUCE
85 14.40 14.60 14.80 15.00
m/z 85.10 70.32%
29 | 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #48862: Undecane, 4,8-dimethyl-
43
7 14.40 14.60 14.80 1500
5000 m/z 43.05 66 .69%
141
H ‘ A\ I 9.9 L \{ 169
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl- A BT o e
57 14.40 14.60 14.80 15.00
m/z 69.05 24 .58%
85
5000
29 ‘ I 11 140 168

Lo o | | 197 239 267
ey

T T I
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116822.D

Aca On : 4 Sep 2019 18:15

Operator : HP/JU

Sample - K4653-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.10 4.77 ng 76315 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2212 (15.098 min): BF116822.D (-2210) (-) m/z 57.10 100.00%
85
5000
111 | 14:80 15.00 15.20 15.40
141 177198 226 303 345
250 262 m/z 71.10  96.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 L LN SULLLE L B
14.80 15.00 15 20 15. 40
m/z 85.05 73.99%
29 113 141
| |y ﬂ [ ,141,169 107 225 253 295 323 367
m/z--> §o 100 1éo 260 250 360 3éo 460
Abundance #215181: 2-methyloctacosane
57
' 14:80 15.00 15.20 15.40
5000 85 m/z 43.10 50.22%
113
29 | | || |7]7,241 160 197 225 267 205 365 393
m/z--> §o 160 1éo 260 250 360 3éo 460
Abundance #219831: Triacontane B B A Eame
57 14.80 15.00 15.20 15.40
m/z 55.10 27.08%
5000 85
113 141
29| | ||| J | 70T, 169 197 225 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 250 360 3éo 460 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116822.D

Aca On : 4 Sep 2019 18:15

Operator : HP/JU

Sample - K4653-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.91 3.92 ng 62661 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 64
3 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 64
4 5-Butvl-5-ethvlheptadecane 324 C23H48 1000360-43-0 58
5 Tetracosane 338 C24H50 000646-31-1 58
Abundance Scan 2350 (15.909 min): BF116822.D (-2347) (-) m/z 57.10 100.00%
57
85
5000
113 U LR SR SRR BN
| | 151 178197215 245563 205 355 15.60 15.80 16.00 16.20
e 1k m/z 71.10 71.49%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR B SULLILN B B
15 60 15. 80 16. oo 16.20
m/z 85.10 57 .29%
? .‘u bi 1.| | 11,169 197 225 253 282
m/z--> 55 100 150 200 250 300 3%0
Abundance #161090: Sulfurous acid, butyl tridecy! ester
57
15,60 15.80 16.00 16.20
5000 m/z 43.00 43.37%
85

A 18 139 183 519235

m/z--> 50 100 150 200 250 300 350

Abundance #172308: Sulfurous acid, butyl tetradecy! ester e A RERREEEEE
57 15.60 15.80 16.00 16.20
m/z 97.05 25.50%
5000
85
N J‘113 139 168 197 231249

29“

T
m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. OO 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090419\
Data File : BF116822.D

Acq On : 4 Sep 2019 18:15

Operator : HP/JU

Sample - K4653-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.05 9.3 ng 174097 1 6.85 374290 20.0
unknown6 .62 6.62 68.8 ng 1287710 1 6.85 374290 20.0
Ethanol, 2-(2-eth... 6.67 3.7 ng 68410 1 6.85 374290 20.0
Tetracosane 10.80 3.1 ng 75172 4 11.36 480635 20.0
Pentadecanoic acid 11.89 2.6 ng 62720 4 11.36 480635 20.0
n-Nonadecanol-1 13.83 11.9 ng 232410 5 14.00 389792 20.0
2-methyltetracosane 14.16 3.3 ng 64692 5 14.00 389792 20.0
Hentriacontane 14.46 3.3 ng 63438 5 14.00 389792 20.0
Heptacosane 1477 3.4 ng 54333 6 15.45 319707 20.0
Hexacosane 15.10 4.8 ng 76315 6 15.45 319707 20.0
Eicosane 15.91 3.9 ng 62661 6 15.45 319707 20.0
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