LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.522 578 584 587 rBV 3485623 3478371 33.61% 4.067%
2 6.522 748 754 757 rBV 3645250 3591958 34.71%  4.200%
3 6.669 774 779 782 rBV 3780909 3739538 36.14% 4.372%
4 6.898 814 818 821 rBV 1253723 1065733 10.30% 1.246%
5 7.051 840 844 848 rBV 3167931 2965241 28.65% 3.467%
6 7.451 907 912 915 rBV 2504583 2290016 22.13% 2.678%
7 8.175 1031 1035 1039 rBV 1569469 1376210 13.30% 1.609%
8 9.251 1213 1218 1221 rBV 5045913 4448741 42.99% 5.202%
9 9.639 1280 1284 1287 rVB 578200 435991 4.21% 0.510%
10 9.927 1329 1333 1337 rBvV 1713700 1634218 15.79% 1.911%

11 10.645 1429 1455 1456 rBvV 463441 2072913 20.03% 2.424%
12 10.716 1463 1467 1470 rBV 2872190 2612142 25.24% 3.054%
13 10.916 1499 1501 1510 rVB 269173 495929 4._.79% 0.580%
14 11.416 1582 1586 1588 rBV 1835763 1651002 15.95% 1.930%
15 11.945 1669 1676 1687 rBV 1156815 1566026 15.13% 1.831%

16 12.363 1741 1747 1758 rVB5 55184 161052 1.56% 0.188%
17 12.621 1788 1791 1794 rBV 202520 191844 1.85% 0.224%
18 12.727 1803 1809 1816 rBV 868449 1042732 10.08% 1.219%
19 12.851 1817 1830 1831 rVV3 1957124 4121906 39.83% 4._.820%
20 12.880 1831 1835 1847 rVB 2736018 6305832 60.94% 7.373%

21 12.998 1850 1855 1858 rBV 4813882 4331591 41.86% 5.065%
22 13.480 1927 1937 1944 rBV6 190148 685410 6.62% 0.801%
23 13.545 1945 1948 1951 rVVv2 76600 116232 1.12% 0.136%
24 13.768 1969 1986 1994 rBV 4571067 10348357 100.00% 12.100%
25 14.045 2023 2033 2036 rBV 1520829 1681810 16.25% 1.966%

26 14.174 2050 2055 2060 rvv 185774 295102 2.85% 0.345%
27 14.215 2060 2062 2065 rVvVv 158022 169663 1.64% 0.198%
28 14.245 2065 2067 2075 rVB2 106478 161125 1.56% 0.188%
29 14.415 2085 2096 2102 rBV 4232894 8207048 79.31% 9.596%
30 14.521 2110 2114 2118 rVB 305684 290693 2.81% 0.340%

31 14.780 2149 2158 2163 rBV4 288921 853140 8.24% 0.998%
32 14.833 2164 2167 2172 rVB 543719 589881 5.70% 0.690%
33 14.986 2184 2193 2206 rBV 2563251 5009877 48.41% 5.858%
34 15.086 2206 2210 2213 rBV 86168 118238 1.14% 0.138%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.174 2221 2225 2233 rVB 559251 703544 6.80% 0.823%

36 15.451 2268 2272 2278 rVB3 121524 196289 1.90% 0.230%
37 15.521 2278 2284 2287 rVV 1119015 1382732 13.36% 1.617%
38 15.562 2287 2291 2295 rVV 617255 866358 8.37% 1.013%
39 15.627 2295 2302 2321 rVB 885627 2114512 20.43% 2.472%
40 16.009 2361 2367 2372 rVB 426913 657574 6.35% 0.769%

41 16.386 2424 2431 2439 rVB 272999 675322 6.53% 0.790%
42 16.521 2449 2454 2464 rVB 229971 423446 4._.09% 0.495%

43 17.127 2552 2557 2563 rBV2 75476 148290 1.43% 0.173%
44 17.280 2577 2583 2593 rVB3 88624 251519 2.43% 0.294%

Sum of corrected areas: 85525148
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF041919\

BF113851.D

19 Apr 2019 11:49

JussJ

K2442-11

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF113851.D

6.55:67

5.52
7.05

7.45

6.90

0
Time-->

T
5.00

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BF113851.D

10.72

12.88

8.17 9.93

9.64

Time-->

12.50 13.00

11.00 11.50

12.00

I
9.50 10.00 10.50

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BF113851.D

14.42

14.99

Time-->

™1
13.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 unknown6.67 Concentration Rank 5

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

6.67 70.18 ng 3739540 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 779 (6.669 min): BF113851.D (-774) (-) m/z 132.00 100.00%
32
5000 68
40 | 75 6 " 640 6.60 6.80 7.00
54 104 : . . .
0 .,....,...::':.‘.‘.7,::..?.1...|,..':~.,..5.‘?,....,.':..,.1.1?.,....,"...,.. m/z 68.00 40.02%
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 .
5000 IEEBEAAREE SRS UL S
6.40 6.60 6.80 7.00
3, 5 78 m/z 134.00 33.70%
0'P'”I”JM'h'm'”l”'“'”'v”'v'”l”'W'”'P'”I“"”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 25.22%
41 97
53 . 117
0 '|""|§€'|""|"'§e"'|""|"'§?""|}9§|'"'l%%%'l'"'l'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- LN B IS
132 6.40 6.60 6.80 7.00
m/z 69.05 15.72%
117
5000
39 91
51 65
PRGN - OO B 1 ) Y | O |
m/z--> 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\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 13-Docosenamide, (Z2)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.65 25.37 ng 2072910 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide, (Z2)- 337 C22H43NO 000112-84-5 96
2 9-Octadecenamide, (Z2)- 281 C18H35NO0 000301-02-0 87
3 trans-13-Docosenamide 337 C22H43NO 010436-09-6 38
4 Naphthalene, 2-[(N-dimethyl)amin... 213 C14H15NO 1000128-37-5 38
5 Tetradecanamide 227 C14H29NO 000638-58-4 38
Abundance Scan 1456 (10.651 min): BF113851.D (-1429) (-) m/z 59.00 100.00%

9

5000

10.40 10.60 10.80 11.00
m/z 72.00 79.14%

0 140 168 192212 249 277294 320337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174696: 13-Docosenamide, (2)-
59

5000 a1
10.40 10.60 10.80 11.00
m/z 55.10 49_77%
126 300537
ol15 | | i 0 154 184 206 234 254 276294
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
e S R o e o
10.40 10.60 10.80 11.00
5000 a1 m/z 41.00 33.65%
81
ML %8 126 154 184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174694: trans-13-Docosenamide AN BEEEE BE s L
59 10.40 10.60 10.80 11.00
m/z 69.00 33.43%
so00f a1 J\/\N\
0.}?L4”i. s = SIS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 Heneicosane, 11-(1-ethylpro... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.92 6.01 ng 495929 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1502 (10.922 min): BF113851.D (-1499) (-) m/z 71.10 100.00%
!
43 i ?
5000
9“7 |127 50169 104 225 266 295 323 10.60 10.80 11.00 11.20
YR 0 N O O O e e - m/z 57.10 95.05%
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 RN SN IR
10.60 10.80 11.00 11.20
m/z 85.10 77 .94%
9 127
ol L |l 127 155 183500225 253 295 a3
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.60 10.80 11.00 11.20
5000 85 m/z 43.10 54.71%
. 29 13 141 160 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane L L B L N B BN |
57 10.60 10.80 11.00 11.20
m/z 55.10 34 .18%
5000 85
L TL ) e 1 160 ser 20
m/z--> 50 100 150 200 250 300 350 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 10
R.T. EstConc Area Relative to ISTD R.T.
11.95 18.97 ng 1566030 Phenanthrene-d10 11.42
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 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 70
Abundance Scan 1677 (11.951 min): BF113851.D (-1669) (-) m/z 73.00 100.00%
73
43
5000 129
213
43157171185 o - 11,60 11,80 12.00 12.20
0 m/z 60.00 71.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 L B UL UL B B
83 11.60 11.80 12.00 12.20
. 213 m/z 43.10 67.88%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 &
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
57 11.60 11.80 12.00 12.20
5000 29 m/z 57.00 57.24Y%
129
87 115 171 214
101 143157 | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid I A BARa RS
3 73 11.60 11.80 12.00 12.20
m/z 55.05 53.99%
5000 129

:

143157171

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

T T T T
11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 11
R.T. EstConc Area Relative to ISTD R.T.
12.73 12.63 ng 1042730 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
Abundance Scan 1809 (12.727 min): BF113851.D (-1803) (-) m/z 73.00 100.00%
43 ®
5
5000 129
97 185 241
15 1 143157171 | 199595227 | 255 284 12.40 12.60 12.80 13.00
o} m/z 43.00 78.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
48 57 78
5000 129 R SRR
nmnmnmnm
m/z 60.00 71.55%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43
57 12.40 12.60 12.80 13.00
5000 m/z 57.10 67 .60%
129
29 185 228

87
101115 143157171 199,54

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid T
43 7. 12.40 12.60 12.80 13.00
m/z 55.00 60.83%
57
5000 29
129 171 214
LT | sy T
OI'“'LM“” ' '“JW'“l“'w'“"'“ RRANBARASARASARSS SARRSBAN AR AR AR
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\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 Eicosane, 10-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.85 49.02 ng 4121910 Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
2 Heneicosane 296 C21H44 000629-94-7 81
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 74
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 72
5 Octacosane 394 C28H58 000630-02-4 70
Abundance Scan 1830 (12.851 min): BF113851.D (-1817) (-) m/z 57.05 100.00%
57
85
5000
113 il 2% 150 1500 15
141 169 : : : :
ol ,I. LA II,- Lol a3 ) 225 258 281 309 851 m/z 71.10 82.24%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 RIS SRS NN SURRN B
12.60 12.80 13.00 13.20
m/z 85.10 59.88%
oL 3 “ L M ™ 1gs 011 239 om
m/z--> 50 100 150 200 250 300 350
Abundance
57
o ' 12.60 12.80 13.00 13.20
5000 m/z 43.10 58.13%
29 113
o 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R e A ABREREEES
57 12.60 12.80 13.00 13.20
m/z 202.00 22 .52%
5000 85
oL “‘f M4 160 197 20 567 204 323 352 N
m/z--> 50 100 150 200 250 300 350 12.60 12,80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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

Peak Number 8 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.88 74.99 ng 6305830 Chrysene-di2 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane, l1ll-decyl- 451 C32H66 055401-55-3 90
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 1835 (12.880 min): BF113851.D (-1831) (-) m/z 57.10 100.00%

57
85
5000

1Mm“m”5 12,60 12.80 13.00 13.20
o....l,.J. .l.||, ol 22,20 520 253 281 509 337 365 408 | sz 71.10  89.52%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
85

5000 L e e LA
12 60 12. 80 1300 13 20

m/z 85.10 62 .05%

113
o2 ‘ \ H i ‘1$1‘169 197 225 267 295 365 393
S P AN L L il
miz--> 50 100 150 200 250 300 350 400
Abundance
57
e e e
12.60 12.80 13.00 13.20
5000 m/z 43.10 59.71%
85
29
o 113 141 169 197 225 253 281 323 351 380
e e S Y T
miz--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane T T T
57 12160 1280 13.00 13.20

m/z 55.00 22 .42%

85
5000
29 113
| ‘ N 141,169 197 225 253 296

ol b, e G A SARAEE=s

m/z--> 50 100 150 200 250 300 350 400 12 60 12. 80 13. OO 13 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 Heptafluorobutyric acid, pe... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.48 8.15 ng 685410 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 50
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 50
3 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35CI1303 1000314-56-2 50
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 50
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 50
Abundance Scan 1937 (13.480 min): BF113851.D (-1927) (-) m/z 257.20 100.00%
287
5000
- 13.20 13.40 13.60 13.80
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
5
83
5000 LIS UL B UL SR
m 13.20 13.40 13.60 13.80
m/z 43.05 75 .49%
29 169
0 T I\‘I ‘I‘IHI . ||| ‘l“l‘fl?gl‘l ‘I I\ T |2]l-0| T |2|5|5| —T | — T | —T |4|.0|6|
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 P P e
13.20 13.40 13.60 13.80
5000 11 m/z 55.00 64.72%
29 139 182 210 255 356
O T e e o o e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #217748: Carbonic acid, hexadecyl 2,2,2-trichloroethy! ester
55 83 Bmmmmmmm
m/z 69.00 61.40%
5000
29
0!
m/z--> 50 100 150 200 250 300 350 400 1320 13.40 13.60 13.80

8270-BF041819.M Mon Apr 22 04:09:47 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 Tetracosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.77 123.06 ng 10348400 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 1986 (13.768 min): BF113851.D (-1969) (-) m/z 57.05 100.00%
7
85
5000
141 13.40 13.60 13.80 14.00
o 169 197 225 253 281 309 337 365 393 422 mn/z 71.05 82 84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000
13.40 13.60 13.80 14.00
13 m/z 85.10 61.25%
141
oo || M 107 s psa a0 B
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
13.40 13.60 13.80 14.00
5000 85 m/z 43.05 58.80%
o 13 154 183 211 239 281
HELELEL LR SURLELELAN ULRLELL UUNLELE IR UL DU SRR
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 13.40 13.60 13.80 14.00
m/z 55.05 22.28%
85
5000
29 113
oL L. UL L7241 169 197 205 253 206
Trrrirrirrrryrrrrrrrrrrrrrrrrrrryr T T T T —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&1;0 4(')0 13.40 13.60 13.80 14.00

8270-BF041819.M Mon Apr 22 04:09:49 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.42 97.60 ng 8207050 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 90
Abundance Scan 2097 (14.421 min): BF113851.D (-2085) (-) m/z 57.05 100.00%
57
5000 | J
141 1169 14.20 14.40 14.60 14.80
I ,I L .JI, L7y, 799,197 225 253 281 309 337 365393 _ 436 757 71_05  84.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
14.20 14.40 14.60 14.80
- 13 m/z 85.05 64 .66%
0 \‘ J h “\ h h‘ u‘ \ 11\169 197 225 253 296
m/z--> 55 100 1éo 260 2éo 360 3éo 460 '
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 43.05 55.80%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
m/z--> 55 160 1éo 260 2%0 360 3éo 460 '
Abundance #215181: 2-methyloctacosane
57 14.20 14.40 14.60 14.80
m/z 55.05 21.61%
5000 85
0 29 13 141 169 197 225 267 295 365 393
|||||||||||||||||||||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(')0 ! 14.20 14.40 14.60 14.80

8270-BF041819.M Mon Apr 22 04:09:50 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 1-Octadecanethiol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.78 10.15 ng 853140 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanethiol 286 C18H38S 002885-00-9 84
2 Octadecanoic acid, octadecyl ester 537 C36H7202 002778-96-3 74
3 1-Nonadecene 266 C19H38 018435-45-5 60
4 Cyclododecane 168 C12H24 000294-62-2 49
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 46
Abundance Scan 2158 (14.780 min): BF113851.D (-2149) (-) m/z 57.00 100.00%
285
5000
14.40 14.60 14.80 15.00
Ot m/z 285.30 91.33%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #133070: 1-Octadecanethiol
43
5000 L SR BN BUULEL R
14.40 14.60 14.80 15.00
m/z 43.10 91.05%
167195224

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
14.40 14.60 14.80 15.00
5000 m/z 83.05 79.82%
i 285
98
o 125153185 224252 313340367 396424452480508536
LA I o e o e o e LA B e S e |
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115906: 1-Nonadecene S L B e L L
4 97 14.40 14.60 14.80 15.00

m/z 69.00 71.02%

5000 0
125
15\ J J 154182210238266
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rh

L e N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.40 14.60 14.80 15.00

8270-BF041819.M Mon Apr 22 04:09:51 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 Nonadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .83 8.53 ng 589881 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2166 (14.827 min): BF113851.D (-2164) (-) m/z 57.00 100.00%
57
85
5000
| | | |1l|3 141 169 211 239 266 309 421 14.60 14.80 15.00 15.20
Ot A e S m/z 71.10 80.15%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
14.60 14.80 15.00 15.20
m/z 43.05 60.32%
29 113
0 \‘ A ‘ “\ ‘hw h‘ u‘ “14?1‘169 197 225 253 296
miz--> 0 55 160 1%0 260 2éo 360 3éo 460
Abundance
57
g5 14.60 14.80 15.00 15.20
5000 m/z 85.10 59.90%
29
o 113 141 169 197 268
miz-> 0 55 160 1%0 260 250 360 3éo 460
Abundance #83026: Hexadecane
57 14.60 14.80 15.00 15.20
m/z 55.00 20.01%
5000 85
29 113
0 \‘ | ‘ J | l\ J‘ \\14}11169 197 2%6
T+ rrrrrr T rrrrprrrrr T T T T —v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
miz--> 0 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 4(')0 14.60 14.80 15.00 15.20

8270-BF041819.M Mon Apr 22 04:09:53 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 Docosane, 7-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.99 72.46 ng 5009880 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91
Abundance Scan 2194 (14.992 min): BF113851.D (-2184) (-) m/z 57.10 100.00%

85
5000

14.60 14.80 15.00 15.20 15.40

141 169 197 225

267 295 323 351

393 421

o m/z 71.05 83.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209568: Docosane, 7-hexyl-
57
5000 85
14.60 14.80 15.00 15.20 15.40
113 m/z 85.10 62.69%
182
oL LM T on 239 267 %% 537363 302
e e e T T e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
85 14.60 14.80 15.00 15.20 15.40
5000 m/z 43.05 55.97%
29 113
o 141 169 197 225 253 296
L B e o T e B L B L e o o o o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane O B B e B
57 14.60 14.80 15.00 15.20 15.40

m/z 55.05 21.42%

- 85 L/—//\_/LLA
29| h || M2 141 169 107 225 267 205 365 393
e

(LR [ 40 0 A LR i A s

T I I T T
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40

8270-BF041819.M Mon Apr 22 04:09:54 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 15 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.17 10.18 ng 703544 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2224 (15.168 min): BF113851.D (-2221) (-) m/z 57.05 100.00%
g7
85
5000
113 14.80 15.00 15.20 15.40
141 169 268
o...J,.J. i 97 225245708 809 | ‘m/z 71.10 78.40%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000
85 14.80 15.00 15.20 15.40
m/z 43.05 57.92%
0 ??‘ ||| 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 55.73%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57 14.80 15.00 15.20 15.40
m/z 55.00 20.88%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40

8270-BF041819.M Mon Apr 22 04:09:55 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 16 Tetracosane, 1l1-decyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.63 30.58 ng 2114510 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2302 (15.627 min): BF113851.D (-2295) (-) m/z 57.05 100.00%
85
5000
141 169 360 15.40 15.60 15.80 16.00
o 197 225 253 281 309 337 393 n/z 71.10 83.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85
15.40 15.60 15.80 16.00
13 m/z 85.10 61.17%
o2 LM 141169 107 595 267 005 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
85 15.40 15.60 15.80 16.00
5000 m/z 43.05 55.07%
29 113
o 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl- L e RAR
57 15.40 15.60 15.80 16.00
m/z 55.00 20.15%
5000 85
1183 141
ol 38 | )| |7" 141 169 107 225 253 295 337 364 393 420
m/z--> 50 100 150 200 250 300 350 400 15.40 15,60 15.80 16.00

8270-BF041819.M Mon Apr 22 04:09:57 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 17 Heptadecane, 2,6,10,15-tetr... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.01 9.51 ng 657574 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 91
Abundance Scan 2367 (16.009 min): BF113851.D (-2361) (-) m/z 57.10 100.00%
57
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
L l| 1P 141 169 107 239 266 294 323 355 15.60 15.80 16.00 16.20 16.40
ol Al U TP 9T 289 266 204 323 355 sz 71.05 87.13%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 DA AR DA
15.60 15.80 16.00 16.20 16.40
m/z 85.05 61.78%
ol h L MPM ae3 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
15.60 15.80 16.00 16.20 16.40
5000 m/z 43.05 57.90%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane T T T T
57 15.60 15.80 16.00 16.20 16.40
m/z 99.05 21.36%
5000 85
113
N ] || 77,141 169 107 225 267 205 365 393
—r 1 1o+ r+r+ o+t rrrrp T —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20 16.40

8270-BF041819.M Mon Apr 22 04:09:58 2019

Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 18 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.39 9.77 ng 675322 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 2432 (16.392 min): BF113851.D (-2424) (-) m/z 57.10 100.00%
g7
85
5000
LN BN SR I
(141 169 197 16.00 16.20 16.40 16.60 16.80
| — II 2,225 252275296 337 376399 | nsz T 71.10  78.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 AUV AR I
16.00 16,20 16.40 16.60 16.80
113 m/z 85.05 62.33%
oL 2 “\ H 141169 107 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
16.00 16.20 16.40 16.60 16.80
5000 85 m/z 43.05 51.29%
0 13 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane A A oL M
57 16.00 16.20 16.40 16.60 16.80
m/z 99.05 20.21%
85
- //LJU\‘
29 113
o T J | 141,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 16,00 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 19 Heptadecane, 9-octyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.52 6.12 ng 423446 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 2454 (16.521 min): BF113851.D (-2449) (-) m/z 57.00 100.00%
57
85
5000
SN IR IR
141 169 16.20 16.40 16.60 16.80
ol A bh “ 11 221 289 278295 m/z 71.10 82.71%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 SRR DAL B
16:20 1640 16.60 16.80
m/z 85.05 62.38%
29 113
0 \‘ Jl ‘\ “\ It h‘ u‘ I 1?1 169 197 225 253 296
m/z--> 50 100 1éo 200 250 300 350 '
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 43.05 55.38%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane LI L L LB L B
57 16.20 16.40 16.60 16.80
m/z 55.00 20.23%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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

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 20 Pentacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.28 3.64 ng 251519 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 74
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 74
3 Octacosane 394 C28H58 000630-02-4 74
4 Pentacosane 352 C25H52 000629-99-2 72
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 72
Abundance Scan 2583 (17.280 min): BF113851.D (-2577) (-) m/z 57.00 100.00%
g7
85
5000
113141 HE PR BN A B
ob At m/ z 71 05 88 38%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L S B BRI LA
17. oo 17. 20 17. 40 17. 60
m/z 85.10 63.84%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ l 1?1 \169 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance
57
a5 117.00 17.20 17.40 17.60
5000 m/z 43.05 57.77%
113 140 168
0 211 238 267
m/z--> 55 160 150 200 250 300 3éo '
Abundance #209565: Octacosane A o Al BRRmsma
57 17.00 17.20 17.40 17.60
m/z 99.05 26.37%
5000 85
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo ' 17'00 17. 20 17. 40 17. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113851.D

Acq On 19 Apr 2019 11:49

Operator : JU/SJ

Sample : K2442-11

Misc :

ALS Vial : 3 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 .67 6.67 70.2 ng 3739540 1 6.90 1065730 20.0

13-Docosenamide, ... 10.65 25.4 ng 2072910 3 9.93 1634220 20.0

Heneicosane, 11-(... 10.92 6.0 ng 495929 4 11.42 1651000 20.0

n-Hexadecanoic acid 11.95 19.0 ng 1566030 4 11.42 1651000 20.0

Octadecanoic acid 12.73 12.6 ng 1042730 4 11.42 1651000 20.0
Eicosane, 10-methyl- 12.85 49.0 ng 4121910 5 14.04 1681810 20.0
2-methyloctacosane 12.88 75.0 ng 6305830 5 14.04 1681810 20.0
Heptafluorobutyri... 13.48 8.2 ng 685410 5 14.04 1681810 20.0
Tetracosane 13.77 123.1 ng 10348400 5 14.04 1681810 20.0
Heneicosane 14.42 97.6 ng 8207050 5 14.04 1681810 20.0
1-Octadecanethiol 14.78 10.2 ng 853140 5 14.04 1681810 20.0
Nonadecane 14.83 8.5 ng 589881 6 15.52 1382730 20.0
Docosane, 7-hexyl- 14.99 72.5 ng 5009880 6 15.52 1382730 20.0
Heptacosane 15.17 10.2 ng 703544 6 15.52 1382730 20.0
Tetracosane, 11-d... 15.63 30.6 ng 2114510 6 15.52 1382730 20.0
Heptadecane, 2,6,... 16.01 9.5 ng 657574 6 15.52 1382730 20.0
Eicosane 16.39 9.8 ng 675322 6 15.52 1382730 20.0
Heptadecane, 9-oc... 16.52 6.1 ng 423446 6 15.52 1382730 20.0
Pentacosane 17.28 3.6 ng 251519 6 15.52 1382730 20.0
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