LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118189.D

Aca On : 13 Dec 2019 16:39

Operator :© JU

Sample - K6235-02

Misc :

ALS Vial : 13 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-BF120619 .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 2.116 3 5 25 rvB 864899 1097865 23.78% 3.686%
2 5.069 503 507 516 rVB 145665 158185 3.43% 0.531%
3 5.481 573 577 596 rBY 1372884 1262447 27.34% 4.239%
4 6.492 745 749 762 rBV 837962 818921 17.74% 2.749%
5 6.639 769 774 777 rBVY 2986038 2733706 59.21% 9.178%
6 6.863 809 812 816 rBV 732731 679499 14.72% 2.281%
7 7.022 835 839 843 rBVY 2904185 2596115 56.23% 8.716%
8 7.433 903 909 912 rBVY 2147084 2041564 44.22% 6.854%
9 8.151 1027 1031 1038 rBV 962148 844620 18.29% 2.836%
10 9.233 1210 1215 1218 rBV 4362300 3934073 85.20% 13.208%
11 9.627 1278 1282 1286 rBV 80830 82218 1.78% 0.276%
12 9.839 1308 1318 1327 rBvVS8 22175 78681 1.70% 0.264%

13 9.916 1327 1331 1340 rVB 1103167 1026472 22.23% 3.446%
14 10.710 1461 1466 1469 rBV 3064790 2840456 61.52% 9.537%
15 11.139 1534 1539 1547 rVB 120077 130845 2.83% 0.439%

16 11.404 1581 1584 1592 rBV 1125242 1052445 22.79% 3.534%
17 11.927 1669 1673 1680 rBV 577791 571659 12.38% 1.919%
18 11.986 1680 1683 1687 rVB 59012 68653 1.49% 0.230%
19 12.715 1803 1807 1814 rBV 329251 330286 7.15% 1.109%
20 12.998 1850 1855 1858 rBV 4747929 4617227 100.00% 15.502%

21 13.886 2003 2006 2014 rBV2 278624 325974 7.06% 1.094%
22 14.057 2031 2035 2040 rBV 873970 790550 17.12% 2.654%
23 14.209 2058 2061 2065 rVB 76649 66167 1.43% 0.222%
24 14.515 2110 2113 2124 rVB 114416 136519 2.96% 0.458%
25 14.827 2162 2166 2172 rBV 131404 134226 2.91% 0.451%

26 15.168 2221 2224 2229 rBV 126525 149835 3.25% 0.503%
27 15.551 2283 2289 2298 rBV 585652 936583 20.28% 3.145%

28 16.003 2362 2366 2371 rBV 107598 169454 3.67% 0.569%
29 16.527 2449 2455 2462 rVB2 58797 109380 2.37% 0.367%

Sum of corrected areas: 29784625
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118189.D

Aca On : 13 Dec 2019 16:39

Operator : JU

Sample : K6235-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF120619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF118189.D

4000000

3000000 664 702

2000000
5.48

1000000412 649 g g6

5.07

S
Time--> 2.50 3.00 3.50 4.00 4.50 5.00

Abundance TIC: BF118189.D

I
5.50 6.00 6.50 7.00 7.50

4000000

10.71
3000000

2000000

9.92 11.40

1000000 8.15

11.93

t ﬂai 12.72
11.14
B e i e o L e L e e e T e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF118189.D

4000000
3000000
2000000

1000000 14.06
15.55

13.89 /\
14.83 1517
14.21 1@532 A > 16.00 16.53

O R R R e e e e e R

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118189.D

Aca On : 13 Dec 2019 16:39

Operator :© JU

Sample - K6235-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 3

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

2.12 32.31 ng 1097870 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 56
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 6 (2.122 min): BF118189.D (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1 550 871
65.0 220 2.30 240 250
o} N OO0 U N— m/z 43.10 34.86%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
74.0
5000 RSN AR LR UL IUURAR B
430 950 220 2.30 240 250
‘ 87.0 m/z 87.10 28.29%
27.0 |
0 "|""|"'“h”"'hh't'|'“ "F?p"“'I"I""I"'%q%q"l
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
O e, 87.0 1220 230 240 250
5000 ' m/z 55.05 24 _43%
29.0
15\'0 M\ ‘ | ‘ L “\ \H\ ; 97.0
o R U S S SUL IS SURILIL IR I UL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy- T
73.0 220 2.30 2.40 2.50
m/z 41.05 11.21%
5000
45.0
29.0
o N 37.0“\ 55.0 il 101.0
m/z--> 10 20 30 40 50 6 70 8 9 100 220 2.30 240 250
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118189.D

Aca On : 13 Dec 2019 16:39

Operator :© JU

Sample - K6235-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 7

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

5.07 4.66 ng 158185 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 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 507 (5.069 min): BF118189.D (-503) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRS . U
o) SOV 1 EMISPUOY P | S MM S m/z 59.00 60.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I L R L
59.0 480 500 520 540
0,
150 a0 1010 m/z 101.00 24 .64%
: 83.0
0 | M ! !
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540
5000 m/z 58.00 15.19%
101.0
150 310 | %80 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- LI L L L
54.0 480 5.00 5.20 5.40
m/z 41.10 8.97%
41.0
5000
86.0
0 ‘\ 50'0‘\\\ I 620 ‘ 1010
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118189.D

Aca On : 13 Dec 2019 16:39

Operator :© JU

Sample - K6235-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.64 Concentration Rank 1

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

6.64 80.46 ng 2733710 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 35
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 774 (6.639 min): BF118189.D (-769) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 PRSP SRS SARRA RAL
40.1 54.0 6.40 6.60 6.80 7.00
0 gL.0 e — m/z 68.10 35.04%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 URRBE RN S LR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.56%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 23.60%
69.0
55.0
390 H H 89.0 103.0
0: IIH‘HI\IMWI \lel\l\lIl‘wll\lmllllll B e o
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A m o L S A
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .89%
74.0
5000 98.0 116.0
0: IIIIIII‘I\I\I\IIwI‘MI ||“|||‘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\BF121319\
Data File : BF118189.D

Aca On : 13 Dec 2019 16:39

Operator :© JU

Sample - K6235-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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-Dodecyl methacrylate Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.14 2.49ng 130845  Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 91

2 2-Propenoic acid. 2-methvl-. dec... 226 C14H2602 003179-47-3 91

3 Methacrvlic acid. tetradecvl ester 282 C18H3402

1000340-29-0 68

4 Cvclopentane.

(3-methvlbutvl)- 140 C10H20

5 1-Pentene, 3-ethyl- 98 C7H14

001005-68-1 60
004038-04-4 43

Abundance

5000

04
m/z--> 20

=

Scan 1539 (11.139 min): BF118189.D (-1534) (-)
69.0
41.0 87.0

111.1
140.1 168.0

40 60 80 100 120 140 160 180 200 220 240

Abundance

5000

04
m/z--> 20

=

#105677: n-Dodecyl methacrylate
69.0 87.0

41.0

111.0

0 1680
140.0 103.0211.0 236.0

40 60 80 100 120 140 160 180 200 220 240

Abundance

5000

ol15.0
m/z--> 20

=

#82816: 2-Propenoic acid, 2-methyl-, decyl ester
69.0 87.0

41.0

111.0 140.0
165.0183.0 208.0227.0

40 60 80 100 120 140 160 180 200 220 240

Abundance

5000
o

#129373: Methacrylic acid, tetradecyl ester
69.0 87.0

41.0

140.0

168.0 196.0

40 60 80 100 120 140 160 180 200 220 240

m/z 69.00 100.00%

3

10.80 11.00 11.20 11.40

m/z 41.05 74 .37%

.

10 80 11. OO 11. 20 11.40

m/z 86.95 73 .60%

10.80 11.00 11.20 11.40

m/z 70.00 38.36%

-

10.80 11.00 11.20 11.40

m/z 55.00 38.04%

s

10 80 11. OO 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118189.D

Aca On : 13 Dec 2019 16:39

Operator :© JU

Sample - K6235-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.93 10.86 ng 571659 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1673 (11.927 min): BF118189.D (-1669) (-) m/z 73.00 100.00%
43.0 73.0
5000 129.1
97.0 213.2 e e
157.1 1851 256.2 1160 11,80 12.00 12.20
(o} m/z 43.05 88.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R U BRI BN SR

T T T T
11.60 11.80 12.00 12.20

83.0 5
1570 1g50 2130 256.0 m/z 60.00 77.74%
0’ 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 T T T T T
11.60 11.80 12.00 12.20
5000 129.0 m/z 41.10 72.76%
0 .1.5.?. ‘.‘. .W. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T TR
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.10 64 .88%
5000 129.0
0.1.5.'?....,... L e  AEERma
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\BF121319\
Data File : BF118189.D

Aca On : 13 Dec 2019 16:39

Operator :© JU

Sample - K6235-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.72 6.28 ng 330286 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 1808 (12.721 min): BF118189.D (-1803) (-) m/z 73.00 100.00%

43.0 73.0

5000

-

12.40 12.60 12.80 13.00
m/z 43.05  93.35%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0

:

12.I4O 12!60 12.I80 13.IOO
m/z 60.00 80.60%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43.0 73.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.00 76.69%

-

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid e

73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.00 69.37%
0 15.0
I~ IIIIIIIIIIIIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118189.D

Aca On : 13 Dec 2019 16:39

Operator :© JU

Sample - K6235-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.89 8.25 ng 325974 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
Abundance . Scan 2007 (13.892 min): BF118189.D (-2003) (-) m/z 57.05 100.00%
510 539
5000
SRR SR SR B
139.1 13.60 13.80 14.00 14.20
168.1
Olrrrprrrefhrs 1901, 293 28l m/z 43.05 95.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 SRR SR SR B
13.60 13.80 14.00 14.20
125.0 m/z 55.05 79 .74%
154.0 196.0 224.0  269.0

o 320.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
55,0

:

13.60 13.80 14.00 14.20
m/z 83.05 79.19%

5000
29.0 139.0
0 Lo 167.0 196.0 224.0 252.0 280.0 308.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol L S e S S
550 83.0 13.60 13.80 14.00 14.20
m/z 97.10 70.06%
- M,\L\/\
29.0
0 1390 167.0 196.0  238.0 266.0 294.0

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118189.D

Aca On : 13 Dec 2019 16:39

Operator :© JU

Sample - K6235-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Tricosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14 .52 3.45 ng 136519 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2114 (14.521 min): BF118189.D (-2110) (-) m/z 57.05 100.00%

57.0

5000

14.20 14.40 14.60 14.80

0! m/z 71.10 72.98%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57.0
5000 LA L L L L L L L L

14.20 14.40 14.60 14.80
m/z 43.05  65.25%

lh 1“°m%2%o%m

‘ 324.0
oLl A
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
R A R
14.20 14.40 14.60 14.80
5000 m/z 85.05 50.04%
.0
OZH Jju|¥m1%02mzmom% 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R
57.0 14.20 14.40 14.60 14.80
m/z 55.05 28.31%
5000
99.0
oL 270 L 1410 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118189.D

Aca On : 13 Dec 2019 16:39

Operator :© JU

Sample - K6235-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 11
R.T. EstConc Area Relative to ISTD R.T.
14 .83 2.87 ng 134226 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2167 (14.833 min): BF118189.D (-2162) (-) m/z 57.10 100.00%
5000
"' 14,60 14.80 15.00 15.20
0! m/z 71.05 72 .31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 LI BRI B BRI B
14.60 14.80 15. oo 15. 20
m/z 43.00 59.47%
026,0| L ,| L 141.0 1830 2250 267.0 309.0 352.0
m/z--> 50 100 1éo 200 2%0 360 3éo 460
Abundance #219831: Triacontane
57.0
"' 14.60 14.80 15.00 15.20
5000 m/z 85.00 55.91%
99.0
01260 | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> §o 100 1éo 200 250 360 3éo 460
Abundance #209565: Octacosane L e WO
57.0 14.60 14.80 15.00 15.20
m/z 41.00 26.72%
5000
99.0
ol Ll | | ﬂ | }41 01830 2250 2810 337.0  394.0
m/z--> §o 100 150 260 250 360 3éo 460 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118189.D

Aca On : 13 Dec 2019 16:39

Operator :© JU

Sample - K6235-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.17 3.20 ng 149835 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Docosane 310 C22H46 000629-97-0 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2224 (15.168 min): BF118189.D (-2221) (-) m/z 57.05 100.00%
51.0
5000
i 12150 1500 1520 1540
141.1 1832 . . . .
ol d bbby 5 1832 2252 2670 9T 08 71.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

14. 80 15. oo 15 20 15.40
99.0 m/z 43.10 62 .06%

141.0 1830 2250 267.0 309.0 3650

5000

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
R B e
14.80 15.00 15.20 15.40
5000 m/z 85.05 56.17%
99.0
01260 | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- IR B A
57.0 14.80 15.00 15.20 15.40
m/z 55.10 27.23%
5000
99.0
ol A ULy 140 1830 DY 2810 3230
m/z--> 50 100 150 200 250 300 350 400 14. 80 15. OO 15 20 15.40

8270-BF120619.M Mon Dec 16 15:27:55 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118189.D

Aca On : 13 Dec 2019 16:39

Operator :© JU

Sample - K6235-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Hexacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.00 3.62ng 169454  perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-methvloctacosane 408 C29H60 1000376-72-8 91

2 Hexacosane 366 C26H54 000630-01-3 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 86
5 Hentriacontane 437 C31H64 000630-04-6 83
Abundance Scan 2365 (15.998 min): BF118189.D (-2362) (-) 57.10 100.00%
57.1
90.1 R EEEEEEEE
1551 1971 265.0 15.60 15.80 16.00 16.20 16.40
0 m/z 71.10 74 .12%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 TT T T[T T I T [T T T T[T T TT[TT
15.60 15.80 16.00 16.20 16.40
99.0 m/z 43.00 65.68%
02m|jjﬂdmm1%02mzmom% 365.0
el e L e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
R R R R
15.60 15.80 16.00 16.20 16.40
5000 m/z 85.05 51.20%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
e e T o e B e e e e AL
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e e
57.0 15.60 15.80 16.00 16.20 16.40
m/z 41.00 24 .21%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
e T S e e T e e e e B R R R R R
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20 16.40

8270-BF120619.M Mon Dec 16 15:27:55 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118189.D

Aca On : 13 Dec 2019 16:39

Operator :© JU

Sample - K6235-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.53 2.34 ng 109380 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2456 (16.533 min): BF118189.D (-2449) (-) m/z 57.05 100.00%
57.0
5000
99.0 RN A SRR
l|ﬂ 169.2205.1 2531 16.20 16.40 16.60 16.80
OIHAIIHM 'I""”""...,'....,....,....,...., m/z 71.05 70.76%
m/z--> 50 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 UL BN DAL SULEN UL

16.20 16.40 16.60 16.80
99.0 m/z 43.10 57.54%

LLL 150 w0 g2

0..1:,... S
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
i A
16.20 16.40 16.60 16.80
5000 m/z 85.05 49 .44%
99.0
o | || 1410 183.0 2250 267.0 3090 351.0 437.0
B A S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane e EREmEmEE T
57.0 16.20 16.40 16.60 16.80
m/z 55.00 19.77%
5000
9.0
0259 | ||, 1410 183.0 2250 267.0 309.0 380.0
L e e B S e i A
m/z--> 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\HPCHEMI\BNA_F\DATA\BF121319\
Data File : BF118189.D

Acq On : 13 Dec 2019 16:39

Operator : JU

Sample - K6235-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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... 2.12 32.3 ng 1097870 1 6.87 679499 20.0
2-Pentanone, 4-hy... 5.07 4.7 ng 158185 1 6.87 679499 20.0
unknown6 .64 6.64 80.5 ng 2733710 1 6.87 679499 20.0
n-Dodecyl methacr... 11.14 2.5 ng 130845 4 11.40 1052450 20.0
n-Hexadecanoic acid 11.93 10.9 ng 571659 4 11.40 1052450 20.0
Octadecanoic acid 12.72 6.3 ng 330286 4 11.40 1052450 20.0
Trifluoroacetoxy ... 13.89 8.3 ng 325974 5 14.06 790550 20.0
Tricosane 14 .52 3.5 ng 136519 5 14.06 790550 20.0
Pentacosane 14.83 2.9 ng 134226 6 15.55 936583 20.0
2-methyloctacosane 15.17 3.2 ng 149835 6 15.55 936583 20.0
Hexacosane 16.00 3.6 ng 169454 6 15.55 936583 20.0
Eicosane 16.53 2.3 ng 109380 6 15.55 936583 20.0
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