LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112814.D

Aca On : 1 Mar 2019 21:47

Operator : JU/SJ

Sample : K1675-23

Misc :

ALS Vial : 25 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 5.357 551 556 559 rBY 3632948 3661677 94.75% 10.232%
2 6.381 724 730 733 rBY 3466374 3815539 98.73% 10.662%
3 6.516 748 753 756 rBY 3706069 3840189 99.37% 10.731%
4 6.745 788 792 795 rBVY 1251400 1066568 27.60% 2.980%
5 6.898 814 818 822 rBVY 3176149 2955012 76.46% 8.258%
6 7.304 881 887 900 rBVY 2246877 2401458 62.14% 6.711%
7 8.022 1005 1009 1027 rBv 1287801 1304137 33.74% 3.644%
8 9.098 1188 1192 1206 rBV 4149515 3864730 100.00% 10.800%
9 9.492 1255 1259 1265 rBVY 207086 218852 5.66% 0.612%
10 9.774 1302 1307 1319 rVB 1289100 1270589 32.88% 3.551%

11 10.557 1435 1440 1451 rBV 2437367 2342332 60.61% 6.545%
12 11.251 1554 1558 1565 rBV 1315946 1225421 31.71% 3.424%
13 11.786 1645 1649 1660 rBvV2 428983 430607 11.14% 1.203%
14 12.457 1760 1763 1767 rBV 47230 51248 1.33% 0.143%
15 12.568 1778 1782 1792 rBV 139570 162238 4._.20% 0.453%

16 12.680 1796 1801 1806 rVVv 47605 53541 1.39% 0.150%
17 12.833 1822 1827 1830 rBV 3936920 3615884 93.56% 10.104%
18 13.521 1940 1944 1948 rBV5 24419 40224 1.04% 0.112%

19 13.733 1976 1980 1989 rBV 343339 395536 10.23% 1.105%
20 13.874 1999 2004 2008 rBV 1494945 1398425 36.18% 3.908%

21 14.062 2033 2036 2039 rBV 63691 60228 1.56% 0.168%
22 14.362 2084 2087 2092 rBV 112335 122049 3.16% 0.341%
23 14.662 2135 2138 2141 rBV 109542 105572 2.73% 0.295%
24 14.980 2189 2192 2198 rVB 132319 157992 4._.09% 0.441%
25 15.286 2239 2244 2249 rVV 797960 957595 24.78% 2.676%

26 15.339 2249 2253 2257 rVB 108506 134732 3.49% 0.376%
27 15.745 2318 2322 2326 rBV2 84330 133067 3.44% 0.372%

Sum of corrected areas: 35785442
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112814.D

Aca On : 1 Mar 2019 21:47

Operator : JU/SJ

Sample : K1675-23

Misc :

ALS Vial : 25 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: BF112814.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112814.D

Aca On : 1 Mar 2019 21:47

Operator : JU/SJ

Sample : K1675-23

Misc :

ALS Vial : 25 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 unknown6.52 Concentration Rank 1

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

6.52 72.01 ng 3840190 1,4-Dichlorobenzene-d4 6.75
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 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 754 (6.522 min): BF112814.D (-748) (-) m/z 131.95 100.00%
132
5000
68
96 TTTTr T T T T T T T
40 54 ‘ 75 103 6.20 6.40 6.60 6.80
o....,...:p:..“ﬁ::..??:-l'.',..'..,..5.‘?,..!.,.-:..,....,....,||...,.. m/z 134.00 34 .45%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 BENARAR SRR SRS RN
6.20 6.40 6.60 6.80
m/z 67.95 31.39%
|| ” 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
69 SERARSS RARSERARSERRARE
104 6.20 6.40 6.60 6.80
5000 m/z 66.00 20.48%
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 R EE e o S REanE
132 6.20 6.40 6.60 6.80
m/z 131.00 17.20%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 4'0 5 60 70 8|0 9'0 100 110 12'0 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112814.D

Aca On : 1 Mar 2019 21:47

Operator : JU/SJ

Sample : K1675-23

Misc :

ALS Vial : 25 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.
11.79 7.03 ng 430607 Phenanthrene-d10 11.25
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 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1650 (11.792 min): BF112814.D (-1645) (-) m/z 72.95 100.00%

43 60 7B

5000 129

213

—

207 256 11.40 11.60 11.80 12.00 12.20

185
143 157171 199

0 m/z 43.00 87 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 TT T T LR B TTT T

11.40 11.60 11.80 12.00 12.20
m/z 60.00 86.08%

213
143 157171 185 199

ey

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

Abundance #72646: Tridecanoic acid
43 60 73
s R S
11.40 11.60 11.80 12.00 12.20
5000 m/z 57.00 71.71%
29
129
“ T7 115 ‘ 71 214
oot bl I L 838 | s |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e T A
60 73 11.40 11.60 11.80 12.00 12.20
43 m/z 41.00 69.07%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
ol \ 0 i M N T N e S
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO 12. 20

8270-BF022719.M Mon Mar 04 17:19:11 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112814.D

Aca On : 1 Mar 2019 21:47

Operator : JU/SJ

Sample : K1675-23

Misc :

ALS Vial : 25 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 8
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.32 ng 162238 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
Abundance Scan 1782 (12.568 min): BF112814.D (-1778) (-) m/z 43.00 100.00%
7
5000 129
97 185 241 SR SRS
57 213 l 28440, 12.20 12.40 12.60 12.80
0 sl L2882 w7z 73.00 94.71%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

5000
12.20 12.40 12.60 12.80

m/z 57.00 88 .30%

04
m/z--> 50 100 150 200 250 300 350
Abundance #39474: n-Decanoic acid
s
L BT o e
129 12.20 12.40 12.60 12.80
5000 m/z 60.00 83.61%
43
‘ Wit 172
S 1 e
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 12.20 12.40 12.60 12.80
m/z 55.00 79.94%
73
5000 284
129
185 213 241
0 ‘uu ‘Hﬁm‘mzes 311 372
m/z--> 50 l O 150 200 250 300 350 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112814.D

Aca On : 1 Mar 2019 21:47

Operator : JU/SJ

Sample : K1675-23

Misc :

ALS Vial : 25 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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.73 5.66 ng 395536 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94

Abundance ‘Scan 1979 (13.727 min): BF112814.D (-1976) (-) m/z 55.00 100.00%

56 8

5000

:

13.40 13.60 13.80 14.00
m/z 57.00 99.35%

o 154 181 201217235 265281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

:

13.I40 13.I60 13.I80 14.IOO
m/z 43.00 97.57%

5000

29

167182 210 266 294

238

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55
e AR RE RS Ba s B
13.40 13.60 13.80 14.00
5000 m/z 82.95 91.12%
29
o d 167182 210 238 264280 308
R RARBRRILaLS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131393: n-Nonadecanol-1 R SRR e
43 83 13.40 13.60 13.80 14.00
m/z 97.00 80.81%
5000
2 e 6
ol 186 ‘154 187 210 238 266
ERARRRRNLaLS i Ao s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112814.D

Aca On : 1 Mar 2019 21:47

Operator : JU/SJ

Sample : K1675-23

Misc :

ALS Vial : 25 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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.98 3.30 ng 157992 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2192 (14.980 min): BF112814.D (-2189) (-) m/z 57.00 100.00%
57
85
5000
113 ) 1a'en 1600 1500
141 169 250 14.60 14.80 15.00 15.20
o3 LIl | ) 2t 109100209 234202 282302 327 367 | 0BG
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 AU UL UG B
14 60 14. 80 15. 00 15.20
‘ m/z 43.00 62.87%
29 141
ok, i 1] .l A0 dor 228 pss 22
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 52.03%
o 39 I I | leﬁ3;31 1?4 ,183 211 239 281
m/z--> 55 160 150 200 2éo 300 3éo
Abundance #194493: Hexacosane | BLELELELE BN B LR I
57 14.60 14.80 15.00 15.20
m/z 55.00 21.24%
5000 85
. 29 j Iy M3, 141 160 197 225 253 295 323 367
m/z--> % ﬁo 150 200 ﬁo 3& ﬁo mmmmmmmm '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112814.D

Aca On : 1 Mar 2019 21:47

Operator : JU/SJ

Sample : K1675-23

Misc :

ALS Vial : 25 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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.74 2.78 ng 133067 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 83
3 5-Ethvl-5-methvInonadecane 310 C22H46 1000360-42-7 74
4 Octacosane 394 C28H58 000630-02-4 72
5 5,5,7,7-Tetraethylundecane 268 C19H40 1000360-42-0 72
Abundance Scan 2321 (15.739 min): BF112814.D (-2318) (-) m/z 57.00 100.00%
57
5000 85
146 174 196 218239 273 300 323 348 15.40 15.60 15.80 16.00
oLl ul m/z 71.00 65.14%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 L B U BN U
15.40 15.60 15. 80 16.00
29 m/z 43.00 53.19%
113
oLl L a7 1t 169 197 205 208
m/z--> §o 100 1éo 260 250 300 3%0
Abundance #141426: Heneicosane
57
o 15.40 15.60 15.80 16.00
5000 m/z 85.00 49 _.87%
29 113
ol L L [ 1 169 107 225 253 296
m/z--> §o 100 150 260 250 360 3%0
Abundance #153231: 5-Ethyl-5-methylnonadecane R e EEAER R
57 15.40 15.60 15.80 16.00
m/z 41.00 27 .88%
5000 85
113
o } || \’ 155 183 211 253 281
mz> 80 100' T e Ae ae #o 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030119\
Data File : BF112814.D

Acq On : 1 Mar 2019 21:47

Operator : JU/SJ

Sample : K1675-23

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .52 6.52 72.0 ng 3840190 1 6.75 1066570 20.0
n-Hexadecanoic acid 11.79 7.0 ng 430607 4 11.25 1225420 20.0
Octadecanoic acid 12.57 2.3 ng 162238 5 13.87 1398430 20.0
1-Heneicosanol 13.73 5.7 ng 395536 5 13.87 1398430 20.0
Eicosane 14.98 3.3 ng 157992 6 15.29 957595 20.0
Nonadecane 15.74 2.8 ng 133067 6 15.29 957595 20.0
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