LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\

Data File : BF113049.D

Aca On : 14 Mar 2019 15:00 Instrument :
Operator : JU/SJ BNA_F

Sample  : K1866-13 UGt g
Misc i MR-MH-13-COMP
ALS Vial : 3 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-BF022719.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 5.345 549 554 558 rBY 4088145 4573504 77.58% 7.764%
2 6.010 663 667 670 rBV 109947 95481 1.62% 0.162%
3 6.375 723 729 732 rBVY 4115848 4893047 83.00% 8.306%
4 6.504 745 751 754 rBVY 4563025 4815846 81.69% 8.175%
5 6.728 785 789 792 rBV 1296218 1100777 18.67% 1.869%
6 6.887 811 816 819 rBVY 3839319 3675716 62.35% 6.240%
7 7.287 879 884 887 rBVY 2692137 3115870 52.86% 5.289%
8 7.716 953 957 967 rVB4 42641 65289 1.11% 0.111%
9 8.010 1002 1007 1013 rBY 1416374 1497312 25.40% 2.542%
10 9.086 1184 1190 1193 rBV 4970778 5170124 87.70% 8.777%

11 9.475 1252 1256 1260 rBV 549723 466311 7.91% 0.792%
12 9.757 1298 1304 1308 rBV 1825849 1796374 30.47% 3.049%
13 9.886 1322 1326 1335 rBV 71776 83998 1.42% 0.143%
14 10.545 1432 1438 1449 rBV 3950010 4304799 73.02% 7.308%
15 11.233 1551 1555 1558 rBV 1900680 1965135 33.34% 3.336%

16 11.780 1642 1648 1656 rBV 1601757 1987849 33.72% 3.374%
17 12.439 1756 1760 1763 rBV 223858 242693 4.12% 0.412%
18 12.557 1774 1780 1792 rBV 821056 1140395 19.35% 1.936%
19 12.669 1793 1799 1802 rVB 200791 221396 3.76% 0.376%
20 12.821 1817 1825 1828 rBV 5455173 5894971 100.00% 10.007%

21 12.998 1848 1855 1859 rBV3 44057 80209 1.36% 0.136%
22 13.057 1859 1865 1870 rBV3 124478 186009 3.16% 0.316%
23 13.227 1890 1894 1897 rBV2 61498 63022 1.07% 0.107%
24 13.286 1899 1904 1905 rBV3 43553 61296 1.04% 0.104%

25 13.398 1920 1923 1926 rVB 152895 126279 2.14% 0.214%

26 13.574 1950 1953 1957 rBV2 130861 157914 2.68% 0.268%
27 13.663 1966 1968 1973 rBV2 108003 112846 1.91% 0.192%
28 13.721 1974 1978 1987 rVB 1000766 1180585 20.03% 2.004%
29 13.863 1997 2002 2005 rBV 2335391 2236513 37.94% 3.797%
30 14.039 2028 2032 2038 rBvV 323818 327711 5.56% 0.556%

31 14.345 2077 2084 2092 rBV 449790 669769 11.36% 1.137%
32 14.615 2126 2130 2131 rBV 175224 192358 3.26% 0.327%
33 14.639 2131 2134 2141 rVB 605207 630172 10.69% 1.070%
34 14.868 2170 2173 2176 rBV 85767 103425 1.75% 0.176%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113049.D

Aca On : 14 Mar 2019 15:00

Operator : JU/SJ

Sample : K1866-13

Misc :

ALS Vial : 3 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.957 2183 2188 2192 rBV 587423 716225 12.15% 1.216%

36 15.151 2218 2221 2227 rBV3 44998 67340 1.14% 0.114%
37 15.204 2228 2230 2235 rVV 68194 79134 1.34% 0.134%
38 15.274 2236 2242 2245 rVV 1653467 2165186 36.73% 3.676%
39 15.310 2245 2248 2255 rVB 499756 623479 10.58% 1.058%
40 15.709 2311 2316 2321 rBVY 489209 735584 12.48% 1.249%

41 15.768 2321 2326 2338 rVB2 237609 519082 8.81% 0.881%
42 16.174 2390 2395 2400 rBV 172703 320787 5.44% 0.545%

43 16.721 2483 2488 2495 rVB2 114237 204722 3.47% 0.348%
44 17.186 2562 2567 2576 rVB8 100661 241872 4._.10% 0.411%

Sum of corrected areas: 58908406
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113049.D

Aca On : 14 Mar 2019 15:00

Operator : JU/SJ

Sample - K1866-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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: BF113049.D

5000000
6.50

5.35 6.37
4000000 6.89

3000000 729

2000000
6.73
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LI S L N B R L B R B B BN BN L A N HL B A S

1000000

I 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: BF113049.D

5000000

4000000 10.55

3000000

2000000 9.76 11.23
8.01

11.78

1000000 12.56

| Jloss i 14425 enne

ot e e e T e 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: BF113049.D

5000000
4000000

3000000
13.86

2000000 15.27

13.72
1000000 14.64 14.96 31

14,04 1434 ! B
3403157 \ 14162 14.87 135 ﬁc 16.17 16.72 17.19

e T T

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\BF031419\
Data File : BF113049.D

Aca On : 14 Mar 2019 15:00

Operator : JU/SJ

Sample - K1866-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 87.50 ng 4815850 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 47
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 750 (6.498 min): BF113049.D (-745) (-) m/z 132.00 100.00%
5000 68
0 o5t o |l g Taoe s "o oo ko 6ho
o S H < AW ML .:..,....,....,....,....,....,....,-'...,.. m/z 68.00 43.05%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S AR AR AR AR
6.20 6.40 6.60 6.80
m/z 134.00 33.53%
|| ” 89 ¢7103
0||||||||||||“ I||I|| || o IIIIIII”IIl|I”IIII|!|”|I1I1I5||””| R
m/z--> 30 50 90 100 110 120 130 140
Abundance #14142. 3 ChIoro 6-fluoro-pyrazine
132
89 o 620 6.40 6.60 6.80
5000 m/z 66.00 28.11%
78
31 35 44
OH'WM“wwl“JL'w'“lw'“l“'w'“'w'“l“'w'“'l““l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e R mEE e
132 6.20 6.40 6.60 6.80
m/z 69.00 17.12%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 4'0 5 60 70 8|O 9'0 100 110 12'0 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113049.D

Aca On : 14 Mar 2019 15:00

Operator : JU/SJ

Sample - K1866-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 3
R.T. EstConc Area Relative to ISTD R.T.
11.78 20.23 ng 1987850 Phenanthrene-d10 11.24
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1648 (11.780 min): BF113049.D (-1642) (-) m/z 72.95 100.00%
43 go 73
5000 129
97 213 e B e N ]
1S | 4187171185, oo 2275, 256 11140 11.60 11.80 12.00
0 m/z 42.95 87.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 DA AR SRR
11.40 11.60 11.80 12.00
m/z 60.00 84.07%
| lITJJ 143157171185199213
Ol
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
1140 11.60 11.80 12.00
5000 129 m/z 57.00 72.41%
29
0 ..1.5,... .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid T T RS
60 73 11.40 11.60 11.80 12.00
43 m/z 41.00 67.08%
129
5000 -
143157 214
0 R EE Rl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11!40 11)60 11!80 12)00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113049.D

Aca On : 14 Mar 2019 15:00

Operator : JU/SJ

Sample - K1866-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 5
R.T. EstConc Area Relative to ISTD R.T.
12.56 10.20 ng 1140400 Chrysene-di12 13.86
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1781 (12.563 min): BF113049.D (-1774) (-) m/z 72.95 100.00%
43 57 78
5000 129
1711 199,15227 12.20 12.40 12.60 12.80
Ot m/z 43.00 97 .52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 AR
nmnmnmnm
185 m/z 57.00 84.87%
143,171 241 284
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 | 78
> NSNS
12.20 12.40 12.60 12.80
5000 m/z 59.95 83.36%
29
NELEN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid T T T
78 12.20 12.40 12.60 12.80
43 m/z 55.00 69 .50%
5
5000 129
185 228
115
1 143 171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113049.D

Aca On : 14 Mar 2019 15:00

Operator : JU/SJ

Sample - K1866-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.72 10.56 ng 1180590 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 94
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91

Abundance Scan 1978 (13.721 min): BF113049.D (-1974) (-) m/z 57.00 100.00%
g7
83
5000
111
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
149 13.40 13.60 13.80 14.00
ob—d, .‘.J.nl,ll.l.‘.ﬂ, 182210 252280 e | m/z 43.00 84.10%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83
5000 AR R N SRR
111 13.40 13.60 13.80 14.00
29 m/z 54.95 71.62%
AREREI Ny [139 199 519 238 g3 434
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57
97 RN SN B
13.40 13.60 13.80 14.00
5000 m/z 83.00 67.16%
125
29
oL Al ] l 9906224252 o7 448
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate e R REE .#,”/.Hﬁ
57 g7 13.40 13.60 13.80 14.00
m/z 97.00 60.41%
5000
125
0 %9‘ i \l\l , 193 182 210 238 266 311 412
Triryrrrrrrrrrrryrrirrryrrrryrrrry+rrr [ rrrr1rrrrr T —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113049.D

Aca On : 14 Mar 2019 15:00

Operator : JU/SJ

Sample - K1866-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .04 2.93 ng 327711 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2032 (14.039 min): BF113049.D (-2028) (-) m/z 57.00 100.00%
g7
5000 85
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—r
113 141 169 13.80 14.00 14.20 14.40
0....|-,.l..J.||, bt e BL 242267 295 m/z 71.00 63.85%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

13.80 14.00 14.20 14.40
m/z 43.00 62.06%

29 113
ol |y |, 141,169 107 225 253 205 323 367
R B e T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
B ERaE E et e
13.80 14.00 14.20 14.40
5000 85 m/z 85.00 49.37%
113
N BEE 141,169 197 225 267 295 365 393
e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane A REREEREEE S
57 13.80 14.00 14.20 14.40
m/z 55.00 22.09%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
e A e e e B ST T
m/z--> 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\BF031419\
Data File : BF113049.D

Aca On : 14 Mar 2019 15:00

Operator : JU/SJ

Sample - K1866-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.34 5.99 ng 669769 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 2083 (14.339 min): BF113049.D (-2077) (-) m/z 56.95 100.00%
g7
113 14.00 14.20 14.40 14.60
141
ol LA 1 00 no7 230 aerasr o asy 397 R an e ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57
85 14.00 14.20 14.40 14.60
29 m/z 43.00 60.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
o 14.00 14.20 14.40 1460
5000 m/z 85.00 49.08%
29 113
oL UL 17,241 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane o B B e e e
57 14.00 14.20 14.40 14.60
m/z 55.00 22 .41%
| M
5000
29
ol || } | 1*1%/141 169 107 225 253 338
m/z--> 50 100 150 200 250 300 350 400 1400 14.20 14.40 1460
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113049.D

Aca On : 14 Mar 2019 15:00

Operator : JU/SJ

Sample - K1866-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .64 5.82 ng 630172 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 90
4 Octadecane 254 C18H38 000593-45-3 86
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 2134 (14.639 min): BF113049.D (-2131) (-) m/z 57.00 100.00%
57
5000
113 " 14140 14.60 14.80 15.00
141 . . . :
oL b AT M 269 107 225 247266 295 523 355 m/z 71.00 69.93%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L B I BRI B
mmmmmmmm
m/z 43.00 59.88%
29‘ 13 .
0 A l ll II ‘| Lo 1(?9 197 225 253 282
m/z--> 56 1éo 260 2%0 360 3éo
Abundance #141426: Heneicosane
57
o " 14.40 14.60 14.80 15.00
5000 m/z 85.00 52.57%
29 113
oL Ll 1 107 225 gsa o
m/z--> 56 160 1éo 260 250 360 3éo
Abundance #194500: Docosane, 11-butyl- EERERaEEEE e e
57 14.40 14.60 14.80 15.00
m/z 55.00 18.45%
oL 3 ‘1} [y MR e e 2}0“239 267 399 336 366
m/z--> 56 160 1éo 200 250 360 3éo 1450 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113049.D

Aca On : 14 Mar 2019 15:00

Operator : JU/SJ

Sample - K1866-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Eicosane, 10-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.96 6.62 ng 716225 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2189 (14.962 min): BF113049.D (-2183) (-) m/z 57.00 100.00%
57
5000 85
141 183 252 14.60 14.80 15.00 15.20
ol bl .JL .'l.-l i o 295 88T A4S h/z 71.00  65.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 DA A R UM B
14.60 14.80 15.00 15.20
J m/z 43.00 55.90%
113 154
ol A b, T esaunas0 o8t
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43
LN AR SN B
71 14.60 14.80 15.00 15.20
5000 m/z 85.00 50.99%
99 19
o ‘ L4457 A85 | 205 252 280
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #209566: Octacosane e BEE RS et o o
57 14.60 14.80 15.00 15.20
m/z 55.00 21.25%
5000 85
29
ol Ll (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 ' 14.60 14.80 15.00 15.20

8270-BF022719.M Fri Mar 15 16:34:11 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113049.D

Aca On : 14 Mar 2019 15:00

Operator : JU/SJ

Sample - K1866-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.71 6.79 ng 735584 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Docosane 310 C22H46 000629-97-0 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2316 (15.709 min): BF113049.D (-2311) (-) m/z 57.00 100.00%
57
85
5000
113 15.40 15,60 15.80 16.00
141
ol A LR 000 197 225 253 280 a2 e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 BRI DU U DR
mmmmmmmm
m/z 43.00 57.47%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57
15.40 15.60 15.80 16.00
5000 g5 m/z 85.00 53.05%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #153223: Docosane A BRES RS T e e
57 15.40 15.60 15.80 16.00
m/z 55.00 21.63%
5000 85
113
0 LM, 188 211 239 067 310
m/z--> 55 160 150 260 250 300 3%0 ' 1540 1560 1580 1600 !

8270-BF022719.M Fri Mar 15 16:34:12 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113049.D

Aca On : 14 Mar 2019 15:00

Operator : JU/SJ

Sample - K1866-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 n-Tetracosanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.77 4.79 ng 519082 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 90
2 Octacosvl acetate 452 C30H6002 018206-97-8 64
3 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 60
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 60
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 60
Abundance Scan 2326 (15.768 min): BF113049.D (-2321) (-) m/z 83.00 100.00%
el
57
5000
111
| L 2 15190 15160 1580 1600
ol A bl dy [ 180 222 263 BT 34l "m/z 57.00 76.80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1
a7 83
5000 1 AR A AR
1540 15.60 15.80 16.00
l m/z 97.00 74 .83%
29 139
ol ] ll.l 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
43 97
69 15.40 15.60 15.80 16.00
5000 m/z 69.00 62.92%
125
ol15.. J ;‘L 1193181 209 250 278 306 334 364 392 437
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #225763: Eicosy pentafluoropropionate A BT o e
57 15.40 15.60 15.80 16.00
97 m/z 43.00 62.20%
5000
125
o 2 J ;‘L |193 182 210 252280 325 426
m/z--> 50 100 150 200 250 300 350 400 450 1540 15.60 15.80 16.00

8270-BF022719.M Fri Mar 15 16:34:12 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113049.D

Aca On : 14 Mar 2019 15:00

Operator : JU/SJ

Sample - K1866-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.96 ng 320787 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2394 (16.168 min): BF113049.D (-2390) (-) m/z 57.00 100.00%
57
5000 85 A
155 207 15.80 16.00 16.20 16.40
 — ,I.J. .--.ll .U Bl z2ze M0 Tm/z 71.00 65.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
85
5000 RN NP
mmmmmmmm
- m/z 43.00 55.77%
Ll 13 141 169 197 225 253 338
m/z--> 55 160 1%0 200 250 360 3%0 460 !
Abundance #141426: Heneicosane
57
o 15.80 16.00 16.20 16140
5000 m/z 85.00 49.16%
29 113
oL I | /777,241 160 197 205 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #223851: Hentriacontane e aaEEEEE s o
57 15.80 16.00 16.20 16.40
m/z 41.00 20.67%
85
29| | 113 141 169 197
ol L4 70109 197 225 253 280 300 351 379 407 436 S ——
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. oo 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113049.D

Aca On : 14 Mar 2019 15:00

Operator : JU/SJ

Sample - K1866-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 _gamma.-Sitosterol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.19 2.23 ng 241872 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 97
2 .beta.-Sitosterol 414 C29H500 000083-46-5 89
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 38
4 5-0-Tolvlcarbamovl-3H-imidazole-... 273 C14H15N303 313251-31-9 30
5 17-(1,5-Dimethylhexyl)-10,13-dim. .. 414 C29H500 1000210-86-9 25
Abundance Scan 2568 (17.192 min): BF113049.D (-2562) (-) m/z 43.00 100.00%
43
81 107
145 213
5000 055 303
73 329 399
16.80 17.00 17.20 17.40 17.60
o—t m/z 81.00 75.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 R SUR SRR BRI B
16.80 17.00 17.20 17.40 17.60
m/z 107.00 75.67%
ob il
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
16.80 17.00 17.20 17.40 17.60
5000 m/z 95.00 66 .98%
107 414
255 303 329 }
ob— ‘ m |HL ‘h H lmm ML ﬁ\h Un u ‘ 233 2?5 : l. |3|5‘|1 |3?1|w "
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- A B R e
43 16.80 17.00 17.20 17.40 17.60
m/z 56.90 64 .37%
5000 268
81 107
‘ 145 329 414
ol H\‘ MHW‘M\m 173193213 247 275 e | hll L o e e
m/z--> 50 100 150 200 250 300 350 400 16.80 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\BF031419\
Data File : BF113049.D

Acq On : 14 Mar 2019 15:00

Operator : JU/SJ

Sample - K1866-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 .50 6.50 87.5 ng 4815850 1 6.73 1100780 20.0
n-Hexadecanoic acid 11.78 20.2 ng 1987850 4 11.24 1965140 20.0
Octadecanoic acid 12.56 10.2 ng 1140400 5 13.86 2236510 20.0
Heptadecyl heptaf... 13.72 10.6 ng 1180590 5 13.86 2236510 20.0
Hexacosane 14 .04 2.9 ng 327711 5 13.86 2236510 20.0
Heptadecane 14 .34 6.0 ng 669769 5 13.86 2236510 20.0
Eicosane 14 .64 5.8 ng 630172 6 15.27 2165190 20.0
Eicosane, 10-methyl- 14.96 6.6 ng 716225 6 15.27 2165190 20.0
Octacosane 15.71 6.8 ng 735584 6 15.27 2165190 20.0
n-Tetracosanol-1 15.77 4.8 ng 519082 6 15.27 2165190 20.0
Tetracosane 16.17 3.0 ng 320787 6 15.27 2165190 20.0
-.gamma.-Sitosterol 17.19 2.2 ng 241872 6 15.27 2165190 20.0
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