LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111985.D

Aca On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample : K1082-09

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-BF010719.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 2.175 12 15 26 rvB 80068 150022 4 .86% 0.583%
2 5.092 507 511 517 rVB 126210 150470 4 .88% 0.585%
3 5.510 578 582 586 rBY 2715101 2483100 80.45% 9.648%
4 6.516 748 753 767 rVB 2774484 2902295 94.03% 11.277%
5 6.651 771 776 779 rBVY 2888028 2508644 81.28% 9.747%
6 6.698 782 784 793 rVB 51215 51584 1.67% 0.200%
7 6.875 810 814 818 rBV 858907 674924 21.87% 2.622%
8 7.033 837 841 844 rBVY 2458742 2041444 66.14% 7.932%
9 7.433 904 909 912 rBVY 1832968 1651654 53.51% 6.417%
10 8.157 1028 1032 1035 rBY 1009254 843544 27 .33% 3.277%

11 9.233 1210 1215 1218 rBV 3446610 3086405 100.00% 11.992%
12 9.622 1277 1281 1284 rBV 780323 599100 19.41% 2.328%
13 9.910 1326 1330 1334 rBV 1018675 956427 30.99% 3.716%
14 10.316 1395 1399 1402 rBV 34590 40913 1.33% 0.159%
15 10.704 1460 1465 1468 rBV 2204779 1989259 64.45% 7.729%

16 11.398 1579 1583 1586 rBV 1147388 956593 30.99% 3.717%

17 11.780 1638 1648 1655 rBV6 26066 75949 2.46% 0.295%
18 11.921 1665 1672 1680 rBV 278277 319613 10.36% 1.242%
19 12.092 1699 1701 1709 rVB3 37446 46857 1.52% 0.182%
20 12.610 1786 1789 1793 rBV 51895 45177 1.46% 0.176%

21 12.704 1800 1805 1815 rBV3 73653 126813 4.11% 0.493%
22 12.833 1821 1827 1833 rVB3 88783 166261 5.39% 0.646%
23 12.986 1848 1853 1856 rVB 1650925 1570800 50.89% 6.103%
24 13.704 1968 1975 1980 rBV2 65502 113076 3.66% 0.439%
25 13.874 2000 2004 2010 rBV 106500 122347 3.96% 0.475%

26 14.039 2022 2032 2035 rBvV 447023 400377 12.97% 1.556%
27 14.292 2065 2075 2081 rBV 93145 155471 5.04% 0.604%

28 14.504 2108 2111 2116 rVB2 38561 39482 1.28% 0.153%
29 14.809 2157 2163 2170 rBV 112866 165208 5.35% 0.642%
30 15.156 2218 2222 2224 rBV 43334 53433 1.73% 0.208%
31 15.374 2253 2259 2265 rBV3 43870 92974 3.01% 0.361%
32 15.521 2278 2284 2293 rBV 433616 672349 21.78% 2.612%
33 15.974 2357 2361 2365 rBV 65430 99856 3.24% 0.388%

34 16.486 2441 2448 2454 rBvV4 88708 215259 6.97% 0.836%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111985.D

Aca On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample : K1082-09

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 = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.186 2562 2567 2568 rBV5 31762 52422 1.70% 0.204%
36 17.445 2607 2611 2617 rBVS8 20087 43483 1.41% 0.169%
37 17.509 2620 2622 2624 rBV3 29164 35404 1.15% 0.138%
38 18.780 2834 2838 2841 rBV5 23429 38467 1.25% 0.149%

Sum of corrected areas: 25737456
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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\BF011019\

BF111985.D

10 Jan 2019 14:17

JussJ

K1082-09

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF111985.D

5.51

655,

5.09

65

7.03

6.87

7.43

0
Time-->

T
5.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF111985.D

10.70

11.40
9.91

9.62

11.92
11.78} 12.09

10.32

12.99

Ol
Time-->

10.00

10.50

11.00 11.50 12.00

12.50

T
13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF111985.D

14.04 15.52

15.97 16.49

15.1615.37 17.19 17441

3.87 14.29 14.81
13.78 14.50 7

18.78

Time-->

13.50

16.50

I
17.00 17.50

14.00 14.50

15.00

15.50 16.00

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111985.D

Aca On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample : K1082-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 11

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

2.17 4.45 ng 150022 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 14 (2.169 min): BF111985.D (-12) (-) m/z 73.05 100.00%
74.0
5000
31
87.0 AN SRR IR IR A U
| | 106.1 2.20 2.30 2.40 2.50 2.60
S N U PV M NSRS NS 0.2 S m/z 43.10 38.35%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 HRN AR U U RN
430 2.20 2.30 2.40 2.50 2.60
~ 550 87.0 m/z 55.05  31.40%
29.0
”'P'”I”'W'””P'”J“LW'”'P'”IJ'W'”'P'”I”'W'
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #1996: Silane, tetramethyl-
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.00 23.11%
43.0
20 150 290 || 530 630 |, 88.0
miz--> 5 Th % % % e o 8 % 10 1o
Abundance #734: N-Ethylformamide P e
30.0 2.20 2.30 2.40 2.50 2.60
73.0 m/z 41.00 16.80%
5000
440 58.0
= Il
| | bl
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 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\BF011019\
Data File : BF111985.D

Aca On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample : K1082-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 10

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

5.09 4_.46 ng 150470 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-0Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 511 (5.092 min): BF111985.D (-507) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1 RN LN RS AL
| 83.0 | 480 5.00 520 5.40
e e e e e e m/z 59.10 56.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI I R LU I
59.0 480 500 520 5.40
0
150 4, 1010 m/z 101.10 16.65%
...I' i , 83.0 ,
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 5.00 520 540
5000 m/z 58.00 14 .40%
41.0
“w'“'w“uﬂ'mﬂb“wfhl”“rﬁq'ﬁqp'“w'“'w“'w“'v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol R R b A
54.0 480 5.00 520 5.40
m/z 41.05 9.17%
5000 29.0 41.0 83.0
101.0
‘ ‘ LJM yl, 70.0 ‘ ‘ 1120 129.0
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111985.D

Aca On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample : K1082-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown6.65 Concentration Rank 1

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

6.65 74.34 ng 2508640 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
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 776 (6.651 min): BF111985.D (-771) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 T T T T
40.1 g4 J 6.40 6.60 6.80 7.00
0 agro_ | guso oo m/z 68.10 41.88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 a
5000 U IR I L
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.87%
'J'%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 26.99%
"'M |'§%0'k'7%?'“8§P'J| J“" [rr T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R B S mua
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.02%
74.0
5000 98.0 116.0
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| T ARRR R
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\BF011019\
Data File : BF111985.D

Aca On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample : K1082-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 6.68 ng 319613 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 25
Abundance Scan 1672 (11.921 min): BF111985.D (-1665) (-) m/z 43.05 100.00%
430 730
2000 M/L
129.1
213.2 St
9r.1 157.1 185.1 256.2 1160 1180 12.00 12.20
NN m/z 73.00 98.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA L L L L L LB B |

11.60 11.80 12.00 12.20
ss60 | M/z 60.00 89.59%

157.0 1g50 213.0

83.0
A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0

SN
w
o

11.60 11.80 12.00 12.20

5000 129.0 m/z 41.05 82.10%
171.0
Pid Lo |, T
| o T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid e Ao
73.0 11.60 11.80 12.00 12.20
43.0 m/z 57.10 80.56%
5000 129.0 JL
15.0
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\BF011019\
Data File : BF111985.D

Aca On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample : K1082-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.70 2.65 ng 126813 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1804 (12.698 min): BF111985.D (-1800) (-) m/z 43.05 100.00%
43.0
73.0
5000
570 129.1
|‘ h ' 1851070 2442 2843 1240 1260 12.80 13.00
(1 L m/z 55.00 78.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 , 73.0
5000 129.0 IR AU BN R
12.40 12.60 12.80 13.00
Tﬂ 241.0 284.0 m/z 73.00 75.81%
207.0
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
5000 129.0 m/z 60.00 68.09%
.1?.'?.‘; T .W T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid e
60.0 12.40 12.60 12.80 13.00
m/z 57.00 66.54%
5000 129.0
83.0
J' 157.0 1g5.0 213.0 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 igioliékbligéoliébb'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111985.D

Aca On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample : K1082-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 7H-Furo[3,2-g][1]benzopyran... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.83 8.31 ng 166261 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Furol3.2-all1l1benzopvran-7-on... 202 C11H604 002009-24-7 50
2 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 46
3 Fluoranthene 202 C16H10 000206-44-0 42
4 Pvrene 202 C16H10 000129-00-0 38
5 Tetradecanamide 227 C14H29NO 000638-58-4 35

Abundance Scan 1826 (12.827 min): BF111985.D (-1821) (-) m/z 59.10 100.00%

5000

12.60 12.80 13.00 13.20
m/z 72.00 83.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62524: 7H-Furo[3,2-g][1]benzopyran-7-one, 9-hydroxy-
202.0
5000
174.0 12.60 12.80 13.00 13.20
m/z 55.05 70.53%
89.0 113.0 146.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0

12.60 12.80 13.00 13.20
m/z 43.00 40.86%

5000
29.0
1260 1540 184.0 2100 2380 2810
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62828: Fluoranthene R mEEEE RS S
202.0 12.60 12.80 13.00 13.20
m/z 69.00 35.81%
5000
101.0
27.0 50.0 B01M1201m0ﬂﬂ)wu
I ki G | M
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111985.D

Aca On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample : K1082-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.70 5.65 ng 113076 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 1974 (13.698 min): BF111985.D (-1968) (-) m/z 57.10 100.00%
57.1
5000
99.1 RN RIS PR SUNR
155.2 13.40 13.60 13.80 14.00
...-.‘-,-.-I..J.'J"t-' B m/z 43.05 75.60%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
51.0
5000 L LI FULIUN BRI SR

13.40 13.60 13.80 14.00
m/z 71.10 51.74%

2@{[11 Mwlwonmzmom% 380.0

pirity A e e N B S
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
R AR
13.40 13.60 13.80 14.00
5000 m/z 85.10 41.03%
99.0
2700 | || gy, 1AL 0 183. 0 2250 281.0  337.0  394.0
I o e oo e L H e o e
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane e EAEEEmaE T
57.0 13.40 13.60 13.80 14.00
m/z 41.00 29.14%
5000
ﬂOIMJ1MORMZEO%M3mo%M
— et e N EE s o AR
m/z--> 50 100 150 200 250 300 350 13. 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111985.D

Aca On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample : K1082-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Octadecyl trifluoroacetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.87 6.11 ng 122347 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
2 Octacosanol 410 C28H580 000557-61-9 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 2003 (13.868 min): BF111985.D (-2000) (-) m/z 43.10 100.00%
43.1
97.0
5000
\ 39.1 208.0 | 13.60 13.80 14.00 14.20
” T m/z 57.05 96.55%
m/z--> 50 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate
57.0
97.0
5000 LN BN UL UL UL
13.60 13.80 14.00 14.20
m/z 55.05 93.60%
27/0 I.ZF.l 168.0 2100 2520 297.0 3480
m/z--> 50 100 150 200 250 360 350 '
Abundance #215904: Octacosanol
57.0

13.60 13.80 14.00 14.20
5000 m/z 97.05  73.98%

270) 4 h ) ‘ ‘\l _ 1810 222.0251.0 292.0322.0 362.0392.0
= e e s
m/z--> 50 100 150 200 250 300 350

Abundance #205392: Trichloroacetic acid, hexadecy! ester T T
43.0 13 60 13. 80 14. 00 14. 20
83.0 m/z 83.05 71.54%
5000
‘ ?250
‘ J | [ l \.15..5'0 196.0225.0
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111985.D

Aca On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample : K1082-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Tricosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.29 7.77 ng 155471 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2075 (14.292 min): BF111985.D (-2065) (-) m/z 57.10 100.00%
57.1
5000
131 100 1420 1440 1660
169.2 )
2 s | M7z 43.05  64.91%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #164579: Tricosane

14.00 14.20 14.40 14.60
m/z 71.05 58.95%

5000

324.0

169.0 2250

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0

14.00 14.20 14.40 14.60
5000 m/z 85.05 43 .58%

13.0
| J169 .0 225, 0 309 0 365 0 437.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e AR
57.0 14.00 14.20 14.40 14.60

m/z 55.05 25.03%

5000

130 ,169.0 2250 281. o 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14 20 14. 40 14 60

8270-BF010719.M Fri Jan 11 03:12:31 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111985.D

Aca On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample : K1082-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Triacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.81 4.91 ng 165208 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 87
2 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 86
3 10-MethvlInonadecane 282 C20H42 056862-62-5 86
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
5 Tetratetracontane 619 C44H90 007098-22-8 81
Abundance Scan 2163 (14.809 min): BF111985.D (-2157) (-) m/z 57.05 100.00%
57.0
991 14,40 14.60 14.80 15.00 15.20
141 1 183 2 . . . . .
0 I Y || ; e m/z 43.10 71.21%
m/z--> 50 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 RN BRI B SO B
14. 40 14. 60 14. 80 15. oo 15 20
99.0 m/z 71.05 57.70%
| d | 1419 1830 2250 267.0 309.0 3510 4220
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #202264: Octadecane, 1-iodo-
57.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.05 50.76%
99.0
15.0 ) 4 4 i | 1| }5\50 197.0 2530
m/z--> §o 160 1éo 260 250 360 3%0 460
Abundance #129494: 10-Methylnonadecane L B o L e
57.0 14.40 14.60 14.80 15.00 15.20
m/z 41.05 23.38%
5000
99.0 154.0
m/z--> 50 100 150 200 250 300 350 400 14. 40 14. 60 14. 80 15. 00 15 20

8270-BF010719.M Fri Jan 11 03:12:31 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111985.D

Aca On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample : K1082-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Hentriacontane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.37 2.77 ng 92974 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Hexacosane 366 C26H54 000630-01-3 83
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 80

Abundance Scan 2258 (15.368 min): BF111985.D (-2253) (-) m/z 57.10 100.00%
51.1
5000
99.1 L DA UL B SO
411 1911 2671 15.00 15.20 15.40 15.60
e m/z 43.10 74.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 L A I DAL UL
15. oo 15. 20 15. 40 15.60
99.0 m/z 71.05 63.40%
[l || | ; 1410 183.0 2250 267.0 309.0 351.0 437.0
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #194494: Hexacosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.05 47 .20%
99.0
L L | | 1410 1830 2250 267.0 309.0 3660
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #185535: Heptadecane, 9-octyl- T
57.0 15.00 15.20 15.40 15.60
m/z 55.10 31.58%
5000
. i 1140 1m0 B0 o mao A
m/z--> éo 160 1éo 200 250 300 3%0 460 ! 1500 1520 1540 15%0

8270-BF010719.M Fri

Jan 11 03:12:32 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111985.D

Aca On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample : K1082-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

15.97 2.97 ng 99856 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 89
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetracosane 338 C24H50 000646-31-1 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Pentadecane 212 C15H32 000629-62-9 78

Abundance Scan 2360 (15.968 min): BF111985.D (-2357) (-) m/z 57.10 100.00%

57.1
5000

15.60 15.80 16.00 16.20
m/z 43.10 81.27%

m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethy!-
57.0
5000 LA L L L L LB L
85.0 15.60 15.80 16.00 16.20
29.0 1130 m/z 71.10 57.06%
. | | J g | 410 18302110 253.0282.0
L L e L e e e e e e LB A e i o o o e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
R e SRR
15.60 15.80 16.00 16.20
5000 85.0 m/z 85.10 51.64%
29.0 113.0
L L | 77 141.0169.0197.0225.0253.0 295.0323.0 367.0
—— e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane L B o e
57.0 15.60 15.80 16.00 16.20
m/z 41.05 25.45%
5000 85.0
29.0 113.0
| “ | 0~ 141.0169.0197.0225.0253.0281.0309.0 338.0
i

T I T I
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111985.D

Aca On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample : K1082-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.49 6.40 ng 215259 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 60
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 58
4 Hentriacontane 437 C31H64 000630-04-6 58
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 52
Abundance Scan 2449 (16.492 min): BF111985.D (-2441) (-) m/z 57.10 100.00%
57.1
5000
N0 1511 2070 per 16,20 16.40 16.60 16.80
e m/z 43.10 67.04%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 AU B U B
16.20 16.40 16.60 16.80
m/z 71.10 57.81%
| J 190 1410 1830 2250 2820
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141430: Eicosane, 2-methyl-
57.0
16,20 16.40 16.60 16.80
5000 m/z 85.05 43.46%
99.0 253.0
20 || ] . 1410 1830 | 290
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro- I AEEREE TS
57.0 16.20 16.40 16.60 16.80
m/z 55.10 37.24%
5000
7.0
il J 1]y, 141.0 183.0217.0  273.0309.0343.0378.0414.0
m/z--> 0 50 100 150 200 250 300 350 400 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011019\
Data File : BF111985.D

Acq On : 10 Jan 2019 14:17

Operator : JU/SJ

Sample - K1082-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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... 2.17 4.5 ng 150022 1 6.87 674924 20.0
2-Pentanone, 4-hy... 5.09 4.5 ng 150470 1 6.87 674924 20.0
unknown6 .65 6.65 74.3 ng 2508640 1 6.87 674924 20.0
n-Hexadecanoic acid 11.92 6.7 ng 319613 4 11.40 956593 20.0
Octadecanoic acid 12.70 2.6 ng 126813 4 11.40 956593 20.0
7H-Furo[3,2-g][1]--- 12.83 8.3 ng 166261 5 14.04 400377 20.0
Heptacosane 13.70 5.7 ng 113076 5 14.04 400377 20.0
Octadecyl trifluo... 13.87 6.1 ng 122347 5 14.04 400377 20.0
Tricosane 14.29 7.8 ng 155471 5 14.04 400377 20.0
Triacontane 14.81 4.9 ng 165208 6 15.52 672349 20.0
Hentriacontane 15.37 2.8 ng 92974 6 15.52 672349 20.0
Hexadecane, 2,6,1... 15.97 3.0 ng 99856 6 15.52 672349 20.0
Eicosane 16.49 6.4 ng 215259 6 15.52 672349 20.0
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