LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112509.D

Aca On : 12 Feb 2019 13:53

Operator : JU/SJ

Sample : K1459-07

Misc :

ALS Vial : 9 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-BF012519.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 5.045 500 503 513 rBV 52290 72355 3.41% 0.387%
2 5.469 571 575 592 rBVY 1509567 1679480 79.12% 8.994%
3 6.480 744 747 765 rBY 1624684 1863801 87.81% 9.981%
4 6.610 765 769 785 rVB 2238405 1937208 91.26% 10.374%
5 6.833 803 807 815 rBV 578306 507917 23.93% 2.720%
6 6.986 830 833 845 rBVY 1621070 1463016 68.92% 7.835%
7 7.398 899 903 918 rBY 1021786 1086817 51.20% 5.820%
8 8.116 1021 1025 1046 rBV 680558 639907 30.15% 3.427%
9 9.186 1203 1207 1218 rBY 2398924 2122625 100.00% 11.367%
10 9.580 1271 1274 1281 rBV 96154 104238 4.91% 0.558%

11 9.868 1320 1323 1334 rBV2 736146 697200 32.85% 3.734%
12 10.663 1455 1458 1471 rBV 1174287 1183560 55.76% 6.338%
13 11.357 1573 1576 1593 rVB 612974 659162 31.05% 3.530%
14 11.880 1662 1665 1674 rBV3 47691 67874 3.20% 0.363%
15 12.939 1841 1845 1849 rBV 2228135 1908119 89.89% 10.218%

16 13.504 1937 1941 1944 rBV2 30330 37570 1.77% 0.201%
17 13.833 1993 1997 2007 rBV 138583 213065 10.04% 1.141%
18 14.004 2022 2026 2039 rBV 609349 678456 31.96% 3.633%
19 14.145 2047 2050 2054 rBV 95597 92488 4_36% 0.495%
20 14.451 2099 2102 2105 rBV 169460 145232 6.84% 0.778%

21 14.751 2150 2153 2158 rVB 213652 211009 9.94% 1.130%
22 14.827 2163 2166 2172 rVB 64682 74834 3.53% 0.401%
23 15.086 2206 2210 2217 rVB 211072 244840 11.53% 1.311%
24 15.480 2270 2277 2286 rBV2 315173 673604 31.73% 3.607%
25 15.892 2342 2347 2352 rVB 120211 194074 9.14% 1.039%

26 16.386 2427 2431 2437 rVB 64829 115076 5.42% 0.616%

Sum of corrected areas: 18673527
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112509.D

Aca On : 12 Feb 2019 13:53

Operator : JU/SJ

Sample : K1459-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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: BF112509.D
6.61
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112509.D

Aca On : 12 Feb 2019 13:53

Operator : JU/SJ

Sample : K1459-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.05 2.85 ng 72355 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 28
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 504 (5.051 min): BF112509.D (-500) (-) m/z 43.10 100.00%
43
59
5000
101 e A
480 5.00 520 5.40
Ot Sl 8 L | w/z 59.10 62.83%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR L UL UL I
59 480 500 520 5.40
m/z 101.10 24 .91%
o 25 3t 37 , 83 g3
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #30194: 2-Nonanone, 9-hydroxy-
43 58
480 5.00 520 5.40
5000 m/z 58.00 16.62%
71 82
0 I il | 1 ‘ “ 97
LN SURLELN SURLELELS SURJLELS SURLLELN IR S DU SUREMS SURILL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3158: 5-Hexen-2-one e REama ma
43 480 5.00 520 5.40
m/z 41.00 12.56%
5000
55
0 1 |, 37, 49 | 63 71 77 8 98
miz--> 0 20 30 40 50 60 70 8 90 100 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112509.D

Aca On : 12 Feb 2019 13:53

Operator : JU/SJ

Sample : K1459-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.61 Concentration Rank 1

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

6.61 76.28 ng 1937210 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvopromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 769 (6.610 min): BF112509.D (-765) (-) m/z 132.00 100.00%
132
5000 68
96 [rrrrprrTTr T T T T T T T
40 54 -8 06 6.20 6.40 6.60 6.80 7.00
0! I B e B B m/z 68.10 38.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 182
74
5000 98 116 T T

620 6.40 6.60 6.80 7.00
m/z 134.00 33.01%

0 158 189
LR e B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
B RRERE B
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 25.74%
41 97
53 ‘ 117
0...,.”.hh.k.“‘““.uﬂ,%qzj,...,....,”..,..”
m/z--> 20 80 100 120 140 160 180 N
Abundance #14491: 5-Aminoindole A REREE B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.91%
5000
104
66
ol14 27 39 51 P 7 g | 15 ‘
L B B T e B L LA e o
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112509.D

Aca On : 12 Feb 2019 13:53

Operator : JU/SJ

Sample : K1459-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 12
R.T. EstConc Area Relative to ISTD R.T.
11.88 2.06 ng 67874 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1665 (11.880 min): BF112509.D (-1662) (-) m/z 73.00 100.00%
43 60 73
5000 129
97 115 213
143157171185 256 11.60 11.80 12.00 12.20
0 m/z 60.00 88.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 e
11.60 11.80 12.00 12.20
m/z 43.10 86.80%
| TJ[ 143157171185199213
Ol
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
48 60 73 PP\ AN AN
11,60 11.80 12.00 12.20
5000 m/z 41.10 61.31%
29
0 ..1.5,... .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid e
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 60.26%
129
5000 -
143157 214
0 R T o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112509.D

Aca On : 12 Feb 2019 13:53

Operator : JU/SJ

Sample : K1459-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Trifluoroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 6.28 ng 213065 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 90
4 Cvclopentadecane 210 C15H30 000295-48-7 89
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 81
Abundance Scan 1997 (13.833 min): BF112509.D (-1993) (-) m/z 57.10 100.00%
57

5000

13.60 13.80 14.00 14.20
m/z 43.10 77.47%

140 169197 229  og1
04

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #164113: Trifluoroacetic acid, pentadecy! ester

13.60 13.80 14.00 14.20
m/z 71.05 62.07%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
T T
83 13.60 13.80 14.00 14.20
5000 m/z 55.10 60.57%
29 111
196
0 I Jl I ‘ l 939 108 227 258
,,,, T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate e RARREEE RS
57 13.60 13.80 14.00 14.20
m/z 83.05 54.78%
97
5000
29 125
ob . lJ153181208 250278306 334 364392 437 488
m/z--> 0 50 100 150 200 250 300 350 400 450 13. 60 13 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112509.D

Aca On : 12 Feb 2019 13:53

Operator : JU/SJ

Sample : K1459-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Nonadecane, 9-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.14 2.73 ng 92488 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Eicosane 282 C20H42 000112-95-8 92
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2049 (14.139 min): BF112509.D (-2047) (-) m/z 57.10 100.00%
q7
5000 -*~A\Vq“~»WAVV,MMVA»W~«
13.80 14.00 14.20 14.40
0 m/z 71.10 T4.77%
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
57
85
5000 AUV SR U
13.80 14.00 14.20 14.40
140 m/z 43.10 71.75%
29 11 168
ol Lo 4 l | 197 239 267
m/z--> 55 160 150 200 250 300 3éo
Abundance #129491: Eicosane
57
13.80 14.00 14.20 14.40 |
5000 85 m/z 85.05 46 .35%
29
0 L‘ o) 3,14 160 197 225 253 262
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #194493: Hexacosane LI L L B LR
57 13.80 14.00 14.20 14.40
m/z 55.10 27 .75%
- ] M
. 29 j Iy M3, 141 160 197 225 253 295 323 367
m/z--> 5'0 1(')0 150 200 25'30 3(')0 3&'30 13.|80 14.'00 14.'20 14.'40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112509.D

Aca On : 12 Feb 2019 13:53

Operator : JU/SJ

Sample : K1459-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 7
R.T. EstConc Area Relative to ISTD R.T.
14 .45 4.28 ng 145232 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2102 (14.451 min): BF112509.D (-2099) (-) m/z 57.10 100.00%
57
85
5000
U SN B SO B
141 169 14.20 14.40 14.60 14.80
oL Akl l| L 107,196 224 260284 3173393%9 397 hzz 71.05  74.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
| JL,M\ i
5000 R SR B SULRRA S
85 1420 14.40 14.60 14.80
29 m/z 43.10 71.65%
. LU ) 28 141 169 105 240
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85 " 14:20 14.40 14.60 14.80
5000 m/z 85.05 57 .20%
oL 7 ) J 11341 169 197 225 255 282
m/z--> 50 100 1%0 260 250 300 350 400
Abundance #141426: Heneicosane B BARaEE e e
57 14.20 14.40 14.60 14.80
m/z 55.10 30.95%
85
29 113
0 L J |, 141 169 197 225 253 296
m/z--> 50 100 1&'30 200 250 300 350 400 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112509.D

Aca On : 12 Feb 2019 13:53

Operator : JU/SJ

Sample : K1459-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.75 6.27 ng 211009 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2153 (14.751 min): BF112509.D (-2150) (-) m/z 57.10 100.00%
57
85
5000
13 14.40 14.60 14.80 1500
141 169
ol | ﬂ AT 191210282252 291 328 358 898 | nyz 71.10  71.29%
m/z--> 50 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 U AR BURBLIL BRI UL B
mmmmmmmm
m/z 43.10 65.75%
0 | ] " || 1:}-31 1‘}1 n 169 197 225 268
m/z--> 50 160 1éo 260 250 300 350 '
Abundance #141426: Heneicosane
57
o 14.40 14.60 14.80 1500
5000 m/z 85.10 55.18%
29 113
ol L1y J 1,141 169 197 225 253 296
m/z--> 55 100 1éo 260 250 360 350 '
Abundance #105898: Heptadecane, 8-methyl- P T
57 14.40 14.60 14.80 15.00
m/z 41.10 25.50%
85
5000
126
154
0 \ | b “ | l I 183 211 239
m/z--> 55 100 1éo 200 250 300 350 ' 1450 1460 1480 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112509.D

Aca On : 12 Feb 2019 13:53

Operator : JU/SJ

Sample : K1459-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.83 2.22 ng 74834 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 81
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 80
4 Supraene 410 C30H50 007683-64-9 80
5 trans-Farnesol 222 C15H260 000106-28-5 64
Abundance Scan 2167 (14.833 min): BF112509.D (-2163) (-) m/z 69.10 100.00%
69
5000
41 95 137 R UM SR DS B
| L 55174 206 233 522274 299.,.4 341 369 14.60 14.80 15.00 15.20
bl dly Mﬁﬁh%uﬁm—fw?yﬁéw«ﬂu%—f%ﬁ—f m/z 81.10 47.94%
m/z--> 50 100 150 200 250 300 350
Abundance #215932: Squalene
60
5000 LR SR S BRI I
a1 14.60 14.80 15.00 15.20
95 m/z 41.10 22 .56%
ol b b Loy n 61 191 231 273 200 341 367
m/z--> 50 100 150 200 250 300 350
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr...
69
1460 14.80 15.00 15.20
5000 m/z 137.10 16.04%
41
136
oLl L1l n MM 161 199200 236 263267 3%
m/z--> 50 100 150 200 250 300 350
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L e
69 14.60 14.80 15.00 15.20
m/z 55.05 14 .50%
5000 41
136
N | \h 2, | 161 192 231 273 315 341 384
m/z--> 50 100 150 2(')0 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112509.D

Aca On : 12 Feb 2019 13:53

Operator : JU/SJ

Sample : K1459-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.09 7.27 ng 244840 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 2211 (15.092 min): BF112509.D (-2206) (-) m/z 57.10 100.00%
g7
85
5000
141 183 210 14.80 15.00 15.20 15.40
) — l| Rt 2 239 215295 S2A 1315 | hwyz 71.10 77.11%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 L B UL SULRILE VR
14.80 15.00 15.20 15.40
113 m/z 43.10 67.19%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1éo " 200 250 300 350 '
Abundance #141426: Heneicosane
57
o 14,80 15.00 15.20 15.40
5000 m/z 85.10 58.70%
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane R w e
57 14.80 15.00 15.20 15.40
m/z 41.10 27.19%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 14,80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112509.D

Aca On : 12 Feb 2019 13:53

Operator : JU/SJ

Sample : K1459-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.89 5.76 ng 194074 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 98
2 Heptadecane 240 C17H36 000629-78-7 93
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2347 (15.892 min): BF112509.D (-2342) (-) m/z 57.10 100.00%

57
85
5000

15.60 15.80 16.00 16.20
i 0 155175 207 247266 303323 352 376
0....|, Mla,ﬂ Sl 247200 | 303323 392 3T m/z 71.10 68.33%

m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane

i

5000 85 L L
15. 60 1580 16. 00 16 20

m/z 43.10 58.93%

113
oL 20y ]] 141,169139211 239 267 295 323 352
—4 .,.. , A S a Bt
m/z--> 50 150 200 250 300 350
Abundance #94344: Heptadecane
57
R e E
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 55.36%
29
i} — e
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane T
57 15.60 15.80 16.00 16.20
m/z 55.10 22 .53%
85
5000
29 113
ol ‘ | JJ | A1?14169 197 225 253 338
g . R e AR A e e R AR ma
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112509.D

Aca On : 12 Feb 2019 13:53

Operator : JU/SJ

Sample : K1459-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Eicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.39 3.42 ng 115076 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 81
2 Octadecane 254 C18H38 000593-45-3 80
3 Hexadecane 226 C16H34 000544-76-3 76
4 Tetracosane 338 C24H50 000646-31-1 64
5 Hexacosane 366 C26H54 000630-01-3 64
Abundance Scan 2432 (16.392 min): BF112509.D (-2427) (-) m/z 57.10 100.00%

57
85
5000

16.00 16.20 16.40 16.60 16.80

151 182 207 251271 305325347368 301

0 m/z 71.10 81.85%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 TTTT LR B TTTT TT
16. 00 16. 20 16. 40 16 60 16. 80
\ m/z 43.10 72.09%
141
0...|...,.....ll-la

m/z--> 50 150 200 250 300 350

N
©
o
~

Abundance #105886: Octadecane
16.00 16.20 16.40 16.60 16.80
5000 85 m/z 85.05 64 .65%
29
L4 L 30 167 g 7
e IR ey VCEERE L
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane L e B e R
57 16.00 16.20 16.40 16.60 16.80
m/z 41.10 29.79%
- i \*/"\/N\A/M/\N/w
29
ol } | | | ;113 141 169 197 226
m/z--> 50 100 150 200 250 300 350 16. 00 16. 20 16. 40 16 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021219\
Data File : BF112509.D

Acq On : 12 Feb 2019 13:53

Operator : JU/SJ

Sample - K1459-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
2-Pentanone, 4-hy... 5.05 2.9 ng 72355 1 6.83 507917 20.0
unknown6.61 6.61 76.3 ng 1937210 1 6.83 507917 20.0
n-Hexadecanoic acid 11.88 2.1 ng 67874 4 11.36 659162 20.0
Trifluoroacetic a... 13.83 6.3 ng 213065 5 14.00 678456 20.0
Nonadecane, 9-met... 14.14 2.7 ng 02488 5 14.00 678456 20.0
Heptadecane 14 .45 4.3 ng 145232 5 14.00 678456 20.0
Nonadecane 14.75 6.3 ng 211009 6 15.49 673604 20.0
Squalene 14.83 2.2 ng 74834 6 15.49 673604 20.0
2-methyloctacosane 15.09 7.3 ng 244840 6 15.49 673604 20.0
Pentacosane 15.89 5.8 ng 194074 6 15.49 673604 20.0
Eicosane 16.39 3.4 ng 115076 6 15.49 673604 20.0
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