LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119603.D

Aca On : 28 Mar 2020 8:15

Operator : CG/JU

Sample : L2043-06

Misc :

ALS Vial : 36 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-BF031820.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 2.210 16 21 29 rvB 106819 136894 1.55% 0.186%
2 5.040 497 502 509 rvB 848862 1057722 11.94% 1.437%
3 5.446 565 571 574 rBVY 6466033 6297935 71.08% 8.556%
4 6.457 737 743 746 rBVY 5570353 6042247 68.19% 8.209%
5 6.834 803 807 810 rBY 1805080 1592188 17.97% 2.163%
6 6.987 829 833 837 rBY 5129696 4790444 54.07% 6.508%
7 7.392 897 902 905 rBVY 4789422 4886215 55.15% 6.638%
8 8.116 1020 1025 1028 rBvY 3068988 2533651 28.60% 3.442%
9 9.198 1203 1209 1212 rBV 9295448 8860364 100.00% 12.037%
10 9.586 1271 1275 1279 rBV 603540 462292 5.22% 0.628%

11 9.875 1319 1324 1328 rBV 3698997 3066152 34.61% 4.166%
12 10.663 1453 1458 1461 rBV 5797789 5382667 60.75% 7.313%
13 10.769 1472 1476 1486 rVB 268838 295545 3.34% 0.402%
14 11.363 1573 1577 1580 rBV 3759196 3061540 34.55% 4_.159%
15 11.898 1663 1668 1691 rBV 1407365 1808497 20.41% 2.457%

16 12.680 1797 1801 1814 rBV 800527 901273 10.17% 1.224%
17 12.774 1814 1817 1820 rVV 455693 360205 4_.07% 0.489%
18 12.951 1842 1847 1851 rBV 8349159 8665410 97.80% 11.772%
19 13.186 1883 1887 1901 rBV2 85666 135893 1.53% 0.185%
20 13.480 1934 1937 1940 rBV 302335 250853 2.83% 0.341%

21 13.527 1942 1945 1948 rBV 136884 126800 1.43% 0.172%
22 13.857 1997 2001 2021 rBV 1229122 2069836 23.36% 2.812%
23 14.004 2021 2026 2029 rBV 2531753 2340271 26.41% 3.179%
24 14.174 2051 2055 2059 rBvV 769805 668160 7.54% 0.908%
25 14.480 2103 2107 2111 rBV 1150747 992651 11.20% 1.349%

26 14.786 2155 2159 2167 rVB 1226401 1213829 13.70% 1.649%
27 15.127 2212 2217 2226 rBV 1121019 1188444 13.41% 1.615%
28 15.463 2269 2274 2278 rBV 1480059 1923212 21.71% 2.613%
29 15.510 2278 2282 2290 rVB 807087 1051396 11.87% 1.428%
30 15.945 2351 2356 2364 rBV 474885 744301 8.40% 1.011%

31 16.039 2366 2372 2374 rBV6 49747 104680 1.18% 0.142%

32 16.457 2437 2443 2455 rVB 235830 441020 4.98% 0.599%
33 17.057 2538 2545 2552 rBV2 73749 155398 1.75% 0.211%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119603.D

Aca On : 28 Mar 2020 8:15

Operator : CG/JU

Sample : L2043-06

Misc :

ALS Vial : 36 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\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 73607985
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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\BF032720\

BF119603.D

28 Mar 2020 8:15

CG/JuU

L2043-06

36 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M

Abundance

8000000

6000000
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Time-->
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6000000
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TIC: BF119603.D
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15.46
15.13
s
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119603.D

Aca On : 28 Mar 2020 8:15

Operator : CG/JU

Sample : L2043-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 3

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

5.04 13.29 ng 1057720 1,4-Dichlorobenzene-d4 6.83
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-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-0Octanol 130 C8H180 000589-98-0 33

Abundance Scan 502 (5.040 min): BF119603.D (-497) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 IS RARE SRR LARLE R
480 5.00 5.20 5.40
Okl 810Nl 600 830 | 7 "T85 00  57.81%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI UL I I R
59.0 480 500 520 5.40
m/z 58.00 16.78%
31|.0 830 g30 1010
ottt e e e e e
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 500 520 5.40
5000 m/z 101.00 15.82%
41.0
29.0 101.0
0 Wy 1Ll 800 73.0  86.0 \
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A L A R
59.0 480 5.00 5.20 5.40
m/z 41.10 8.46%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘m‘ 510“‘ : . 98.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540

8270-BF031820.M Tue Mar 31 02:02:18 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119603.D

Aca On : 28 Mar 2020 8:15

Operator : CG/JU

Sample : L2043-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.90 11.81 ng 1808500 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1668 (11.898 min): BF119603.D (-1663) (-) m/z 60.00 100.00%

|

11. 60 11. 80 12. OO 12. 20

5000

0! m/z 43.00 97 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43
5000 LIS L L L L L L L LB B
11. 60 11. 80 12. 00 12. 20
213.0 m/z 73.00 93.86%
157.0 185.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
11. 60 11. 80 12. 00 12.20
5000 129.0 m/z 57.00 85.54%
o5l 1l Lﬁ '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43.0 ,73.0 11.60 11.80 12.00 12.20
m/z 55.00 76.29%
5000 129.0
. . 241.0 284.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119603.D

Aca On : 28 Mar 2020 8:15

Operator : CG/JU

Sample : L2043-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.68 5.89 ng 901273 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 90
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 1801 (12.680 min): BF119603.D (-1797) (-) m/z 43.05 100.00%

43.0(,73.0

5000 1291

)
1851 o419 N
1571, | 2131 284.3 12.40 12.60 12.80 13.00

o O T m/z 57.05 95.04%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

5000
12.40 12.60 12.80 13.00
m/z 60.00 91.65%
04
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
R RN RRRE R
12.40 12.60 12.80 13.00
5000 256.0 m/z 73.00 87.68%
129.0
157 0185 o210
o.h.Upu iW%LM . t“\.ﬂ‘.. e
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0 12.40 12.60 12.80 13.00
m/z 55.00 80.37%
73.0
129.0
185.0213.0241.0
o “ M ‘ }570 e 3110 372.0
m/z--> 50 O 150 200 250 300 350 12. 40 12. 60 12.80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119603.D

Aca On : 28 Mar 2020 8:15

Operator : CG/JU

Sample : L2043-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Hexadecanoic acid, butyl ester Concentration Rank 12

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

12.77 3.08 ng 360205 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 46
4 Butvl 4.8.12-trimethyvl-tridecanoate 312 C20H4002 1000336-63-2 45
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 43
Abundance Scan 1816 (12.769 min): BF119603.D (-1814) (-) m/z 56.00 100.00%

56.0
5000
80 1290 257.3 12.40 12.60 12.80 '1'3 o0
.1 185.0 213.1 :

o el 284.2 m/z 57.10  50.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, butyl ester
56.0

5000
12.40 12.60 12.80 13.00
29.0 m/z 41.00 34 .81%

33.0 1290 257.0
|| |H || ll i .Il W 157.0 1850 2130 | |I 2830 312 0
e ,,,,, e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_

12.40 12.60 12.80 13.00
5000 m/z 43.05 33.91%

29.0
83.0 129.0 257.0
l‘A 1.4 h \ i HL il 157.0 185.0 213.0 I | 281.0 312.0
T T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance L B B e e B e

#12890: Cyclopentanecarboxylic acid, 2-amino-, cis-
56.0 12.40 12.60 12.80 13.00

m/z 55.00 28.12%

5000
30.0 100.0 129.0
Ll 4l N ‘ {

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00

o

o

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119603.D

Aca On : 28 Mar 2020 8:15

Operator : CG/JU

Sample : L2043-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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, butyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.48 2.14 ng 250853 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 80
2 Butvl mvristate 284 C18H3602 000110-36-1 80
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 50
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
5 Cyclopentanamine 85 C5H11IN 001003-03-8 38

Abundance Scan 1937 (13.480 min): BF119603.D (-1934) (-) m/z 56.05 100.00%
56.0
5000
129.1 LR SRR SRR RN B
3.1 285.3 13.20 13.40 13.60 13.80
185.1 241.1
 — -.H, !' -\\m.ﬁ,l ol ASTATRI 218124 | 03 om0 00" 58.03%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56.0
5000
285.0 340.0 13.20 13.40 13.60 13.80
‘ 129.0 m/z 43.00 37.38%
3.0 185.0 241.0
o . ",Mi% wd | 157077 213024 | 311.0
m/z--> 50 100 150 200 250 300
Abundance #131257: Butyl myristate
56.0

13.20 13.40 13.60 13.80
5000 m/z 41.00 30.74%

229.0
‘ N il
I S | N e J“ AS70 | Ly 2850 |
m/z--> 50 100 150 200 250 300
Abundance : i i

#177166: Octadecanoic acid, 2-methylpropy! ester
57.0 13 20 13.40 13.60 13.80

m/z 55.00 29.08%

5000
29.0 285.0
83.0 129 |
185 0 340.0
0 0Ll \J\ \m \“J \‘h ok h ‘ 157 0 213. 0241 0 “ I

S ’ SR S M S

m/z--> 50 100 150 200 250 300 13 20 13.40 13.60 13.80
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Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\

BF119603.D

28 Mar 2020 8:15

CG/JuU

L2043-06

36 Sample Multiplier: 1

C:\DATABASENNIST11.L

LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tricosyl trifluoroacetate

Conce

Relative to ISTD

ntration Rank 2

R.T. EstConc
13.86 17.69 ng
Hit# of 5

2069840

Tentative ID

Chrysene-di12

MW  MolForm

1 Tricosvl trifluoroacetate

2 Docosvl pentafluoropropionate
3 Heptadecvl heptafluorobutvrate
4 Tricosvl pentafluoropropionate
5 Tricosyl heptafluorobutyrate

436 C25H47F302
472 C25H45F502
452 C21H35F702
486 C26H47F502
536 C27H47F702

1000351-75-1 91
1000351-80-9 91
959085-66-6 91
1000351-81-0 91
1000351-83-4 91

m/z 57.00 100.00%

13.60 13.80 14.00 14.20

m/z 43.00 70.29%

13.60 13.80 14.00 14.20

m/z 55.00 60.14%

13.60 13.80 14.00 14.20

m/z 83.10 45_.28%

13.60 13.80 14.00 14.20

Abundance Scan 2002 (13.863 min): BF119603.D (-1997) (-)
57.0
5000 97.0
ol l ﬂ ll }391 196.1230.2 280.3
A A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosy! trifluoroacetate
57.0
97.0
5000
oL L, l J " 1810 2220 264.0  322.0 367.0 418.0
...,....,.... = A ST o
m/z--> 50 100 150 250 300 350 400 450
Abundance #231356: Docosyl pentafluoropropionate
57.0
97.0
5000
139.0 308.0
oLt d i o), 1810 224.0 264.0 353.0 454.0
e LA o e e e A L T o B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000
169.0
oLl L h L, T 2380 2830 434,0
LA A B I AR W e e
m/z--> 50 100 150 200 250 300 350 400 450

m/z 71.10 44 _92%

13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119603.D

Aca On : 28 Mar 2020 8:15

Operator : CG/JU

Sample : L2043-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 10
R.T. EstConc Area Relative to ISTD R.T.
14.17 5.71 ng 668160 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
4 Nonadecane 268 C19H40 000629-92-5 80
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 2054 (14.169 min): BF119603.D (-2051) (-) m/z 57.00 100.00%
51.0
5000 J
99.1 13.80 14.00 14.20 14.40
141.1
0 ....,I.J.-.l.'l, pogpn 1831 2252 | m/z 43.05 57.24%
m'z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
51.0
5000

13.80 14.00 14.20 14.40

m/z 71.05 49 .65%
99.0
ol 2700 | | [Ty, 1410 1830 2250 2670 3230 _ 380.0
— e T e T
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
I RRRRE R RS L
13.80 14.00 14.20 14.40
5000 m/z 85.05 36.79%
99.0
0 zqoh M | | J 1410 1830 2250 267.0296.0
— e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane R R R e
57.0 13.80 14.00 14.20 14.40
m/z 55.00 20.80%
5000
99.0
27,0 ‘ || 10 1970
0
m/z--> 0 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\BF032720\
Data File : BF119603.D

Aca On : 28 Mar 2020 8:15

Operator : CG/JU

Sample : L2043-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.48 8.48 ng 992651 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 97
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
Abundance Scan 2107 (14.480 min): BF119603.D (-2103) (-) m/z 57.05 100.00%
57.0
5000
JI %t 1411 1972 239.1 2811 323.1 397.3 Ihﬁﬁbh&ﬁ&”
ol g 242 1972 2391 2811 3231 3913 n7o 43 05 54.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000

14.20 14.40 14.60 14.80
m/z 71.10 52.43%

99.0

oL 270) | | ||, 1410 1830 2250 267.0 3230 _ 380.0
A e e S e
miz--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
E RUMMAA RS R me
14.20 14.40 14.60 14.80
5000 m/z 85.05 37.93%
99.0
Ozmmj‘JJmmlmonmzmm%O
e e e
miz--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane e T T
57.0 14.20 14.40 14.60 14.80
m/z 55.00 20.38%
5000
27,0 || | || ) 1410 1830 2250 267.0 309.0 366.0

ol b b L e e imaescian s S

m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119603.D

Aca On : 28 Mar 2020 8:15

Operator : CG/JU

Sample : L2043-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.79 12.62 ng 1213830 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Pentadecane 212 C15H32 000629-62-9 83

Abundance Scan 2160 (14.792 min): BF119603.D (-2155) (-) m/z 57.00 100.00%

57.0
5000 85.1

13.1 14.40 14.60 14.80 15.00 15.20
141116921971
ol , ]1 o A0020r 122522532 2958 3314 | "m/z 71.05 54.31%

miz--> 50 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000
85.0 14.40 14.60 14.80 15.00 15.20
m/z 43.05 52.90%
29.0
ol [ ﬂ130141016901970225025302810 323.0351.0380.0
oy A o e o e e
miz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
14.40 14.60 14.80 15.00 15.20
5000 850 m/z 85.10 41.59%
1 1410
o329 | 1690 211.0239.0267.0295.0323.0352.0
i L A T e e e
miz--> 50 150 200 250 300 350
Abundance #194493:; Hexacosane
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.00 19.51%
5000 85.0
29.0 13.0
ol j ﬂ 14101690197022502530 205.0323.0 367.0
A A e e e
mz--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119603.D

Aca On : 28 Mar 2020 8:15

Operator : CG/JU

Sample : L2043-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.13 12.36 ng 1188440 Perylene-di12 15.47
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 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 87
Abundance Scan 2217 (15.127 min): BF119603.D (-2212) (-) m/z 57.10 100.00%
57.1
5000
| 9? 1411 1832 o303 2052 354 14.80 15.00 15.20 15.40
ol A g % 1832 2393 2052 9514 m/z 71.05 55.16%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000

14.80 15.00 15.20 15.40
m/z 43.00 54.42%

99.0

0 27, 0| |y, 141.0 183.0 225.0 267.0 323.0 380.0
i I A A o e e e e BRARARE o e ey
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.10 40.88%
99.0
o 2700 | || )y, 1AL 0 183. 0 2250 281.0  337.0  394.0
e I e o e e e T L e e e o e e |
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 14.80 15.00 15.20 15.40
m/z 55.00 20.40%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960 J
et e e e e e R R e e e  ABRE
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119603.D

Aca On : 28 Mar 2020 8:15

Operator : CG/JU

Sample : L2043-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Docosane, 11-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.94 7.74 ng 744301 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Docosane. 11l-butvl- 366 C26H54 013475-76-8 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2355 (15.939 min): BF119603.D (-2351) (-) m/z 57.00 100.00%
57.0
5000

l ’ 141.2 1831 15.60 15.80 16.00 16.20
0...|I llﬂl..',...,.2?5.3.,2?7.2].,....,...., m/z 43.10 50.31%

T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000
15.60 15.80 16.00 16.20
99.0 m/z 71.05 50.18%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
e T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.05 41.73%
27,0 ‘990 141.0
0 } i | 183. 0 225.0 267.0 323.0 380.0
...,....,....,.... R B e e e e e e O
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0 15.60 15.80 16.00 16.20
m/z 55.00 20.10%
5000
OQM] ljlﬂommzmommswowm
—r— e LN R E RS
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\BF032720\
Data File : BF119603.D

Aca On : 28 Mar 2020 8:15

Operator : CG/JU

Sample : L2043-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.46 4_.59 ng 441020 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2444 (16.462 min): BF119603.D (-2437) (-) m/z 57.00 100.00%
57.0
>0 L/\/\/L
99.0 1620 16.40 16.60 16.80
141.1 : : : :
ol bl g 74 1882 22851 2670 hz7 o 71.05  52.67%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 L B B SULRL
mmmmmmmm
99.0 m/z 43.00 46.26%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2éo 360 3éo
Abundance #175557: Tetracosane
57.0
1620 16.40 16.60 16.80
5000 m/z 85.10 42 .96%
99.0
ﬁWH|idimmlmonm2mom%mo
m/z--> 55 160 150 200 250 360 3éo
Abundance #194493: Hexacosane AR REEEE RS e ooy
57.0 16.20 16.40 16.60 16.80
m/z 55.00 18.93%
5000
99.0
ol L. ].iih | ; 1410 183.0 2250 267.0 309.0  367.0
m/z--> % @ @ m 250 300 ﬁ ' mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032720\
Data File : BF119603.D

Acq On : 28 Mar 2020 8:15

Operator : CG/JU

Sample : L2043-06

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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... 5.04 13.3 ng 1057720 1 6.83 1592190 20.0
n-Hexadecanoic acid 11.90 11.8 ng 1808500 4 11.36 3061540 20.0
Octadecanoic acid 12.68 5.9 ng 901273 4 11.36 3061540 20.0
Hexadecanoic acid... 12.77 3.1 ng 360205 5 14.00 2340270 20.0
Octadecanoic acid... 13.48 2.1 ng 250853 5 14.00 2340270 20.0
Tricosyl trifluor... 13.86 17.7 ng 2069840 5 14.00 2340270 20.0
Heptacosane 14.17 5.7 ng 668160 5 14.00 2340270 20.0
Heneicosane 14.48 8.5 ng 992651 5 14.00 2340270 20.0
Pentacosane 14.79 12.6 ng 1213830 6 15.47 1923210 20.0
Octacosane 15.13 12.4 ng 1188440 6 15.47 1923210 20.0
Docosane, 11-butyl- 15.94 7.7 ng 744301 6 15.47 1923210 20.0
Tetracosane 16.46 4.6 ng 441020 6 15.47 1923210 20.0
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