LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\

Data File : BF113835.D

Aca On : 18 Apr 2019 23:54 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : K2197-13 CL-01-041619-E

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-BF041819.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 2.187 13 17 22 rVB 38208 49107 1.54% 0.146%
2 5.510 578 582 586 rBY 2310153 2284845 71.62% 6.814%
3 6.516 748 753 756 rBVY 2236662 2226714 69.80% 6.641%
4 6.663 774 778 781 rBVY 2720704 2345174 73.51% 6.994%
5 6.892 814 817 821 rBV 871624 780233 24.46% 2.327%
6 7.051 840 844 848 rBVY 2286078 1897002 59.46% 5.657%
7 7.451 907 912 915 rBV 1435227 1320239 41.38% 3.937%
8 8.175 1031 1035 1038 rBvV 1138390 878896 27 .55% 2.621%
9 9.251 1214 1218 1221 rVB 2788835 2408744 75.51% 7.184%
10 9.639 1281 1284 1287 rBV 227833 193762 6.07% 0.578%
11 9.927 1329 1333 1337 rVB2 1129260 902757 28.30% 2.692%
12 10.363 1404 1407 1410 rVB 56921 42930 1.35% 0.128%
13 10.586 1439 1445 1448 rBV 30241 42721 1.34% 0.127%
14 10.710 1462 1466 1470 rBV 1912546 1607254 50.38% 4_.793%
15 10.839 1485 1488 1489 rBvV 62604 57695 1.81% 0.172%
16 11.286 1561 1564 1566 rBV 60085 50773 1.59% 0.151%
17 11.316 1566 1569 1574 rVB2 33861 39444 1.24% 0.118%
18 11.410 1581 1585 1588 rBVY 1283492 1080697 33.88% 3.223%
19 11.433 1588 1589 1592 rvv 160167 87142 2.73% 0.260%
20 11.486 1592 1598 1601 rVB 33174 42547 1.33% 0.127%
21 11.710 1633 1636 1638 rBV 64870 47909 1.50% 0.143%

22 11.810 1649 1653 1656 rBV 948549 837227 26.24% 2.497%
23 11.939 1672 1675 1680 rBV 369593 336970 10.56% 1.005%
24 12.021 1686 1689 1692 rBV 43321 39106 1.23% 0.117%
25 12.116 1702 1705 1709 rBV 61689 56879 1.78% 0.170%

26 12.492 1765 1769 1771 rBV 3311302 3062650 96.00% 9.134%
27 12.515 1771 1773 1776 rVB2 2714849 2036156 63.83% 6.072%
28 12.598 1784 1787 1789 rBV 536993 439862 13.79% 1.312%
29 12.621 1789 1791 1793 rVV 422080 342757 10.74% 1.022%
30 12.645 1793 1795 1804 rVV3 148693 198163 6.21% 0.591%

31 12.721 1804 1808 1815 rVVv2 193937 222874 6.99% 0.665%
32 12.845 1823 1829 1832 rBV 302135 381226 11.95% 1.137%
33 12.992 1850 1854 1858 rBV 3547190 3190160 100.00% 9.514%
34 13.180 1883 1886 1888 rBV 59237 55945 1.75% 0.167%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113835.D

Aca On : 18 Apr 2019 23:54

Operator : JU/SJ

Sample : K2197-13

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\HPCHEM1\BNA F\METHODS\8270-BF041819.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.374 1917 1919 1922 rBV2 48951 43688 1.37% 0.130%

36 13.886 2003 2006 2011 rBV 561503 547887 17.17% 1.634%
37 14.045 2028 2033 2035 rBV2 1461510 1512576 47.41% 4.511%
38 14.068 2035 2037 2040 rVB 200317 146234 4._.58% 0.436%
39 14.521 2111 2114 2118 rBV 188961 167026 5.24% 0.498%
40 14.833 2165 2167 2170 rVB 113353 85543 2.68% 0.255%

41 15.080 2207 2209 2213 rBVY 114694 146464 4_.59% 0.437%
42 15.174 2222 2225 2234 rVB2 194014 306282 9.60% 0.913%
43 15.515 2279 2283 2287 rVB 849766 988876 31.00% 2.949%

Sum of corrected areas: 33531136
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113835.D

Aca On : 18 Apr 2019 23:54

Operator : JU/SJ

Sample : K2197-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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: BF113835.D
3500000
3000000
6.66
2500000 5.51 6.52 7.05
2000000
1500000 7.45
1000000 6.89

500000

L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF113835.D

3500000

3000000 9.95

2500000
2000000 10.71
1500000

8.17 9.93
1000000

500000 0.64 13.18

il 1031055108

T
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: BF113835.D

3500000

3000000

2500000

2000000 14.04

1500000

1000000 13.89
o7 1452 1483151817

500000

7

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113835.D

Aca On : 18 Apr 2019 23:54

Operator : JU/SJ

Sample : K2197-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 unknown6.66 Concentration Rank 1

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

6.66 60.11 ng 2345170 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 778 (6.663 min): BF113835.D (-774) (-) m/z 131.95 100.00%
32
5000 68
40 | 75 6 640 660 6.80 7.00
54 104 : . . )
0 .,....,....:'!.‘.‘.7,::..?.1...|,..':~.,..5.‘?,....,.':..,.1.1?.,....,-'...,.. m/z 68.05 41.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR R A UL LR
6.40 6.60 6.80 7.00
78 m/z 134.00 33.10%
31 54 51
0 'I""Il"'l!ll'!"l""I"'!I""I""I""I""I'"'I""I T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.40 6.60 6.80 7.00

5000 67 m/z 66.00 26.31%
41 97
‘ 53 117
9 g9
bt M sl 5 80 ] aos |aza ]
mz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B R
132 6.40 6.60 6.80 7.00
m/z 69.10 16.35%
117
5000
2 91
M S B W P | |
mz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113835.D

Aca On : 18 Apr 2019 23:54

Operator : JU/SJ

Sample : K2197-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.81 15.49 ng 837227 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Hexadecanoic acid. 2-methvl- 270 C17H3402 027147-71-3 87
5 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 72
Abundance Scan 1653 (11.810 min): BF113835.D (-1649) (-) m/z 74.00 100.00%
74
87
5000
143 227 AR U SR SURILA B
10141 129 171185199 241 270 11.40 11.60 11.80 12.00 12.20
0 ,....,|...T|', Audgd jorus 0 | as7ATARS00218 | 241 200 L 87,00 71.37%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 AL SRR BN UL
43 1140 11.60 11.80 12.00 12.20
143 m/z 43.05 26.37%
o [ 1] | 101115129 | 157171185199713227941 270
s 3 o 6 B 185 150 140 180 18 230 2% k6 33
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
87 11,40 11.60 11.80 12.00 12.20
5000 43 m/z 55.00 21.24%
143
0 \ \‘\ \ ‘ ) ]\'91115 129 | 157 171185199 213227241 270
mz-> 20 Jo 60 éo 100 150 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester R e e N AR
74 11.40 11.60 11.80 12.00 12.20
a7 m/z 41.05 19.17%
5000 43
7
mz--> 20 Jo éo éo 100 150 140 160 180 200 220 240 260 1140 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113835.D

Aca On : 18 Apr 2019 23:54

Operator : JU/SJ

Sample : K2197-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.94 6.24 ng 336970 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 49
Abundance Scan 1675 (11.939 min): BF113835.D (-1672) (-) m/z 73.00 100.00%
73
43 60
5000 129
7 o |/|\|||
o I 227559 230 11.60 11.80 12.00 12.20
0 m/z 60.00 76.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 L DAL UL UL BN
nmnmnmnm
m/z 43.05 72 .79%
TJJ 143157171185199213
0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73

:

11.60 11.80 12.00 12.20
m/z 57.10 61.84%

5000

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39472: n-Decanoic acid B e e T
60 73 11.60 11.80 12.00 12.20

m/z 55.10 58.37%

o

%

50001 29

143 172

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20

— P
=5 )
E e
O
[
—
F— =
al
=
N
[{e)

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113835.D

Aca On : 18 Apr 2019 23:54

Operator : JU/SJ

Sample : K2197-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.49 56.68 ng 3062650 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 99
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 98

Abundance Scan 1769 (12.492 min): BF113835.D (-1765) (-) m/z 67.00 100.00%

67 81

5000 41

12.20 12.40 12.60 12.80
m/z 81.10 84.89%

0 | 178192206220234 263 294
[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 LI L L L L LB LB LB
12. 20 12. 40 12.60 12.80
m/z 95.05 55.91%
0t
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
6/7
81 IIIIIIIIIIIIIIIIIIIIIII
12.20 12.40 12.60 12.80
5000 m/z 55.00 54 _47%

294
124 150 263

164
178190206220234249

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R N BEaE Ry

41 67 12.20 12.40 12.60 12.80
81 m/z 41.05 45.11%
5000 95
109 294
123

. L L earsianp0602003 263

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113835.D

Aca On : 18 Apr 2019 23:54

Operator : JU/SJ

Sample : K2197-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.52 37.68 ng 2036160 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 91
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 90
5 5-Octadecenoic acid, methyl ester 296 C19H3602 056554-45-1 86

Abundance Scan 1774 (12.521 min): BF113835.D (-1771) (-) m/z 55.05 100.00%

5000
123 180 Tryrrrrrrrrryrrrryrrrrr
141 166 206 12.20 12.40 12.60 12.80
0 m/z 74.00 99.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
69
5000 B

12!20 12.40 12.60 12.80
m/z 69.10 83.61%

111

125 180
o 41 166190 55722235 20478 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
56
69 S Rmaas st LS

12.20 12.40 12.60 12.80
m/z 87.00 83.36%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester R P
56 12.20 12.40 12.60 12.80
69 m/z 97.10 74 .84%

5000

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113835.D

Aca On : 18 Apr 2019 23:54

Operator : JU/SJ

Sample : K2197-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 9
R.T. EstConc Area Relative to ISTD R.T.
12.72 4.12 ng 222874 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1808 (12.721 min): BF113835.D (-1804) (-) m/z 73.00 100.00%
5000
12.40 12.60 12.80 13.00
0 m/z 43.10 89.84Y%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
/B 73
5000 129 AU SRR
12.40 12.60 12.80 13.00
97 185 o 2B m/z 60.00 81.06%
o 15 ) ..1157| |. 12].'31 | 265 ||
m/z--> 50 100 150 260 2éo 360 3%0
Abundance #95855: Pentadecanoic acid
43 73
12.40 12.60 12.80 13.00
5000 129 m/z 57.10 64 .53%
97 199 242
g e ||
0|||‘|‘|J||I||‘|I|JI|‘\|u£||{| F‘?plllllll T
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R B e
43 12.40 12.60 12.80 13.00
m/z 55.05 62.04%
73
5000 284
129
97
185
o ‘. .u\,.ﬂlhlt e P as | sm LV VO
m/z--> 50 100 150 200 250 300 350 12. 40 12 60 12. 80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113835.D

Aca On : 18 Apr 2019 23:54

Operator : JU/SJ

Sample : K2197-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Cyclotetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.89 7.24 ng 547887 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 96
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2007 (13.892 min): BF113835.D (-2003) (-) m/z 83.10 100.00%
57
5000 111 ~_-,M,,,~M,A\J“wmwvAN-w
3 139 13.60 13.80 14.00 14.20
o l | a 168, 200 | 28 280 817 34 | n77 57.10  99.21%
m/z--> 50 100 150 200 250 300 350
Abundance #174180: Cyclotetracosane
55
5000 LRI B B UL UL
13.60 13.80 14.00 14.20
29 m/z 97.10 97 .38%
0 167 195 292 251 279 308
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
5 83
13.60 13.80 14.00 14.20
5000 11 m/z 69.05 90.44%
29
ol {l Ly s 167 196 224 252 280 308 #A~*ﬂv~ﬂwﬁ,”%A&~A*w4_~dxm~v~
m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)- LI L L L LB B
55 13.60 13.80 14.00 14.20
m/z 43.05 86 .14%
83
5000
29 111
0 Lol I‘ Lil. 139 168 195 224 252
m/z--> 50 100 150 200 251;0 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113835.D

Aca On : 18 Apr 2019 23:54

Operator : JU/SJ

Sample : K2197-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .52 2.21 ng 167026 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 83
4 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 83
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 74
Abundance Scan 2114 (14.521 min): BF113835.D (-2111) (-) m/z 57.05 100.00%
57
85
5000
111 240 PPN N U T
141 169191 262 14.20 14.40 14.60 14.80
ot did 214 203319 354 397 436 n/z 71.10 80 18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57
5000 LR DL B BN B
mmmmmmmm
29 m/z 43.00 59.36%
oL 1] mwwmmm
m/z--> 55 160 1éo 260 250 360 3%0 460 !
Abundance #59882: Tetradecane
57
14:20 14.40 14.60 14.80
5000 85 m/z 85.10 53.36%
29
198
0= '['IL T '%1}? }?ﬁ }qg"ll' LA SARLELEL UL SURLELELSS DU
m/z--> 50 100 150 200 250 300 350 400
Abundance #48834: Tridecane LI L L L L N BN |
57 14.20 14.40 14.60 14.80
m/z 55.05 40.29%
5000 85
29
L 2 e 18
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1,0 460 ! 14. 20 14. 40 14. 60 14I80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113835.D

Aca On : 18 Apr 2019 23:54

Operator : JU/SJ

Sample : K2197-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.17 6.19 ng 306282 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2224 (15.168 min): BF113835.D (-2222) (-) m/z 57.10 100.00%
57
85
5000
14.80 15.00 15.20 15.40
141 169 211
0 ....I,I 11 “ Al S0 Sy, 247 276 305 339 872 402 Tnyz 71.10  80.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 L B B BRI B B
14. 80 15. oo 15 20 15.40
\ m/z 85.05 58.87%
29 141
L D s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
o 14.80 15.00 15.20 1540
5000 m/z 43.05 58.19%
29 113
oL 1 I M41,19 107 225 253 296
m/z--> 55 100 1%0 260 250 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl- A BT o e
57 14.80 15.00 15.20 15.40
m/z 41.00 22 .20%
5000 85
0 \ j I Mlﬁ3\1§1l169 197 23 267 204 323 352
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1;0 4(')0 14. 80 15. oo 15 20 15'40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041819\
Data File : BF113835.D

Acq On : 18 Apr 2019 23:54

Operator : JU/SJ

Sample : K2197-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_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]
unknown6 .66 6.66 60.1 ng 2345170 1 6.90 780233 20.0
Hexadecanoic acid... 11.81 15.5 ng 837227 4 11.41 1080700 20.0
n-Hexadecanoic acid 11.94 6.2 ng 336970 4 11.41 1080700 20.0
9,12-Octadecadien... 12.49 56.7 ng 3062650 4 11.41 1080700 20.0
9-Octadecenoic ac... 12.52 37.7 ng 2036160 4 11.41 1080700 20.0
Octadecanoic acid 12.72 4.1 ng 222874 4 11.41 1080700 20.0
Cyclotetracosane 13.89 7.2 ng 547887 5 14.04 1512580 20.0
Octadecane 14 .52 2.2 ng 167026 5 14.04 1512580 20.0
Eicosane 15.17 6.2 ng 306282 6 15.52 988876 20.0
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