LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\

Data File : BF114989.D

Aca On - 13 Jun 2019 8:39 Instrument :
Operator : HP/JU BNA_F

Sample - K3303-07 ClientSampleld :
Misc : BAT-B13

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-BF061219.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 5.257 534 539 542 rBVY 4472960 4725015 82.23% 9.144%
2 6.292 709 715 718 rBVY 4565139 4832214 84.09% 9.351%
3 6.416 731 736 739 rBY 5163696 5118156 89.07% 9.905%
4 6.645 771 775 779 rBVY 1967384 1559992 27.15% 3.019%
5 6.804 797 802 805 rBVY 4760772 4134731 71.95% 8.001%
6 7.210 865 871 874 rBVY 3190964 3155500 54.91% 6.106%
7 7.928 988 993 996 rBY 2285495 2019895 35.15% 3.909%
8 9.004 1171 1176 1179 rBVY 6165186 5746424 100.00% 11.120%
9 9.392 1239 1242 1245 rBV 547446 484885 8.44% 0.938%
10 9.675 1285 1290 1293 rBV 2433460 2244903 39.07% 4.344%

11 10.457 1418 1423 1426 rBV 3508794 3182334 55.38% 6.158%
12 11.145 1536 1540 1543 rBV 2427233 2109999 36.72% 4.083%
13 11.169 1543 1544 1547 rVV 216777 123608 2.15% 0.239%
14 11.222 1550 1553 1557 rVB 71513 65287 1.14% 0.126%
15 11.692 1631 1633 1641 rVB2 248901 255689 4._.45% 0.495%

16 12.351 1742 1745 1748 rBV 192370 164773 2.87% 0.319%
17 12.474 1763 1766 1771 rBV2 67711 95347 1.66% 0.185%
18 12.574 1778 1783 1786 rBvV2 151565 199313 3.47% 0.386%
19 12.727 1805 1809 1812 rBV 4855190 4406256 76.68% 8.527%
20 13.216 1886 1892 1900 rBV 1836015 1862458 32.41% 3.604%

21 13.645 1962 1965 1973 rBV 225039 299060 5.20% 0.579%
22 13.768 1981 1986 1989 rBV 1727626 1693324 29.47% 3.277%
23 13.963 2016 2019 2022 rBV 124813 124314 2.16% 0.241%
24 14.263 2067 2070 2074 rBV 190947 185479 3.23% 0.359%
25 14.557 2117 2120 2125 rBV 326145 330166 5.75% 0.639%

26 14.857 2168 2171 2177 rVB 302736 338757 5.90% 0.656%
27 15.145 2215 2220 2224 rBV 1428177 1643192 28.60% 3.180%

28 15.204 2226 2230 2234 rVB 260455 310505 5.40% 0.601%
29 15.586 2292 2295 2299 rBV 204808 263446 4._.58% 0.510%

Sum of corrected areas: 51675022
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF114989.D

Aca On : 13 Jun 2019 8:39

Operator : HP/JU

Sample = K3303-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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: BF114989.D
6000000

6.42
5000000
526 6.29 6.80

4000000
7.21
3000000

2000000 6.65

1000000

1"
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: BF114989.D

6000000 9/00

5000000 12.73

4000000
10.46

3000000

7.93 9.67 11.15

2000000 13.22

1000000

J L 14.4%, }jf? 12;5%&57

o p—_ e e e A e e

T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF114989.D
6000000

5000000

4000000

3000000

2000000 13.77 15.14

1000000

1456 14.86 5.20

13.96 14.26

e T e e

T 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\BF061319\
Data File : BF114989.D

Aca On : 13 Jun 2019 8:39

Operator : HP/JU

Sample = K3303-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 unknown6.42 Concentration Rank 1

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

6.42 65.62 ng 5118160 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 737 (6.422 min): BF114989.D (-731) (-) m/z 132.00 100.00%
5000
68
96 ARBERARERRARNA NSRRI
40 ,- 54 75 104 6.00 6.20 6.40 6.60 6.80
0 ..,....,....,...::-...?,....??.I.' e STl 15l Tm/z 134.00  33.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L UL AR
6.00 6.20 6.40 6.60 6.80
3 78 m/z 68.00 32.80%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.00 20.83%
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1[N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e BEaa e o )
132 6.00 6.20 6.40 6.60 6.80
m/z 96.00 13.31%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF114989.D

Aca On : 13 Jun 2019 8:39

Operator : HP/JU

Sample = K3303-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 9
R.T. EstConc Area Relative to ISTD R.T.
11.69 2.42 ng 255689 Phenanthrene-d10 11.15
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 n-Decanoic acid 172 C10H2002 000334-48-5 81
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 30
Abundance Scan 1633 (11.692 min): BF114989.D (-1631) (-) m/z 73.00 100.00%
73
43 60
5000 129
7 213 L e FURRR RN Ea
01115 | 143107171185 00 1700y 256 1140 11.60 11.80 12.00
0 m/z 59.95 81.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 ——TTTT*ﬂﬂﬂﬂﬂrﬁ&F?F*ffrffff
11.40 11.60 11.80 12.00
m/ 43.00 73.20%
| LITJl 143157171185 | 213 ‘ 0
Ol
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
111,40 11,60 11.80 12.00
5000 m/z 57.00 65.66%
29
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 f\w-quAA,nJ
Abundance #72646: Tridecanoic acid B RN R AR B
43 60 78 11.40 11.60 11.80 12.00
m/z 55.00 61.85%
5000 - e
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\BF061319\
Data File : BF114989.D

Aca On : 13 Jun 2019 8:39

Operator : HP/JU

Sample = K3303-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.22 22.00 ng 1862460 Chrysene-d12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 98
2 Dodecanamide 199 C12H25NO 001120-16-7 47
3 Nonanamide 157 C9H19NO 001120-07-6 47
4 Octanamide 143 C8H17NO 000629-01-6 47

5 2-Hydroxy-2,4-dimethyl-hept-6-en... 156 C9H1602 1000192-56-0 35

Abundance Scan 1893 (13.221 min): BF114989.D (-1886) (-) m/z 59.00 100.00%
50
5000
41
83 98112126 "' 13.00 13.20 13.40 13.60
140154168 184198 221 238 264 281 : : : :
(o} m/z 72.00 74 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
50
5000 41 LI B N e
13.00 13.20 13.40 13.60
81 m/z 55.00 36.17%
2
0 DB 112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60440: Dodecanamide
50
R e
13.00 13.20 13.40 13.60
5000 m/z 41.00 29.72%
28 43
o H\ Il %3 | 100114128142156170 199
.”P”.P”.P“.P”.“”..”..“..”..”..”..”..”w.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29478: Nonanamide R
50 13.00 13.20 13.40 13.60
m/z 43.00 23.09%
5000
43
oL15 2 | L 86 100114128142157
R e T R S e s e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF114989.D

Aca On : 13 Jun 2019 8:39

Operator : HP/JU

Sample = K3303-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 5-Octadecene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.64 3.53 ng 299060 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 1-Heptadecene 238 C17H34 006765-39-5 91
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91
Abundance Scan 1964 (13.639 min): BF114989.D (-1962) (-) m/z 57.00 100.00%
57
83
5000 4
HRIRA IR BN BRI SR
126141 180196511 231 260 13.40 13.60 13.80 14.00
Ol 128 211 281 m/z 43.05 91.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104186: 5-Octadecene, (E)-
55
83
5000 USRI BUNIL B SR
13.40 13.60 13.80 14.00
29 m/z 83.10 63.86%
0 , 126 154 181196 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanoal, 2-octyl-
57
13140 13.60 13.80 14.00
5000 m/z 69.00 61.28%
ol 2 199184 182197 204 252 280297
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #109268: Ethanol, 2-(tetradecyloxy)- B R me S Lt
57 13.40 13.60 13.80 14.00
m/z 71.05 57.71%
83
5000 4
18 1261417 168 196211 227 258
o R e
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\BF061319\
Data File : BF114989.D

Aca On : 13 Jun 2019 8:39

Operator : HP/JU

Sample = K3303-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Docosane, 11-butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.26 2.19 ng 185479 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Docosane 310 C22H46 000629-97-0 89
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2070 (14.263 min): BF114989.D (-2067) (-) m/z 57.00 100.00%

57
85
5000

141 169 197 268 14.00 14.20 14.40 14.60
okl L L "-‘-f.‘----.-2-2?2:45---..31.0.......?9,7 m/z 71.05  71.81%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-

&

5000 85 R B
14.00 14.20 14.40 14.60

m/z 43.00 59.95%

113
oL 30 A ) {77 141 169 210 239 267 309 336 366
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
L e e
85 14.00 14.20 14.40 14.60
5000 m/z 85.05 57.11%
29 113
oL Ty {7,241 160 197 225 253 296
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane B R o
57 14.00 14.20 14.40 14.60
m/z 55.00 27 .03%
29
oL Tl 113 141 160 197 225 253 281 310
T T T T e e A R A
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF114989.D

Aca On : 13 Jun 2019 8:39

Operator : HP/JU

Sample = K3303-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 5
R.T. EstConc Area Relative to ISTD R.T.
14 .56 4.02 ng 330166 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2121 (14.563 min): BF114989.D (-2117) (-) m/z 57.00 100.00%
g7
85
5000
" 141 169 107 225 22276 sopapesy || 1429 1440 1060 1450
Oty m/z 71.00 80.47%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 L DAL B BRI B B
85 14.20 14.40 14.60 14.80
m/z 85.00 58.68%
ol jl L) M8 141 169 197 225 253 282
m/z--> éo 160 1éo 260 2éo 360 3%0
Abundance #185533: Pentacosane
57
14.20 14.40 14.60 1480
5000 85 m/z 43.00 57.79%
113
ol 2L L g Tt 160 194211 239 267 205 3p3 352
m/z--> éo 160 1éo 260 2éo 360 3%0
Abundance #94346: Heptadecane L B LB L N L B
57 14.20 14.40 14.60 14.80
m/z 55.00 23.80%
85
5000
29
m/z--> éo 100 150 200 250 300 3%0 1450 1440 1460 1J80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF114989.D

Aca On : 13 Jun 2019 8:39

Operator : HP/JU

Sample = K3303-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.86 4.12 ng 338757 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Eicosane 282 C20H42 000112-95-8 93
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2172 (14.863 min): BF114989.D (-2168) (-) m/z 57.00 100.00%
57
85
5000
141 169 14.60 14.80 15.00 15.20
oL ,I. Ll l| o ..19,7.2.2‘.‘. 1.2.72. 299 326 365 400 | nzz 71.10  75.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 L S B SULBUL I
85 14.60 14.80 15.00 15.20
m/z 43.00 55.82%
o 290 | ] 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
14.60 14.80 15.00 15.20
5000 m/z 85.10 53.28%
85
29
o | w | 4 ) 4118 141 160 197 225 253 282
m/z--> 50 100 150 200 250 300 350 400
Abundance #83030: Tridecane, 6-propyl- A BB B e B S
43 14.60 14.80 15.00 15.20
71 m/z 55.00 20.43%
5000
‘ 99 126 3154 183
S L — N —
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF114989.D

Aca On : 13 Jun 2019 8:39

Operator : HP/JU

Sample = K3303-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Heneicosane Concentration Rank 6

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

15.20 3.78 ng 310505 Perylene-d12 15.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Eilcosane 282 C20H42 000112-95-8 94
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance
7

5000

04
m/z--> 50

Scan 2229 (15.198 min): BF114989.D (-2226) (-)

141 169191212 239 275296 323346 385
100 150 200 250 300 350 400

m/z 57.00 100.00%

14.80 15.00 15.20 15.40 15.60

Abundance

5000

0!

#141426: Heneicosane

141 169 197 225 253

296

m/z 71.10 75.22%

14. 80 15. OO 15 20 15. 40 15.60

m/z 43.00 55.68%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
e A B
85 14.80 15.00 15.20 15.40 15.60
5000 m/z 85.10 54 _.40%
0 2]9.‘ L. J 141,269 197 225 55 262
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane B L e R A
57 14.80 15.00 15.20 15.40 15.60
m/z 55.00 21.49%
5000 85
29 113
o4 L)) | 717,141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 14. 80 15. OO 15 20 15. 40 15.60

8270-BF061219.M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF114989.D

Aca On : 13 Jun 2019 8:39

Operator : HP/JU

Sample = K3303-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.59 3.21 ng 263446 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2296 (15.592 min): BF114989.D (-2292) (-) m/z 57.00 100.00%
57
85
5000
141 191 15.20 15.40 15.60 15.80 16.00
ol L «\l 1097211231 261281 320 851 S84 nz7 71.05  73.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 R UM SRR B I
15,20 15.40 15.60 15.80 16.00
29 m/z 85.10 60.80%
oL 1. . J d | J141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #194493: Hexacosane
57
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 43.00 54 .60%
. %Qm j L “1ﬁ3\1ﬂ1‘169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane A B R e
57 15.20 15.40 15.60 15.80 16.00
m/z 55.00 24 .98%
85
5000
29 113
0 J‘L | L J 141 169 197 225 253 296
m/z--> 50 100 1&1;0 200 250 300 350 400 15,20 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\BF061319\
Data File : BF114989.D

Acq On : 13 Jun 2019 8:39

Operator : HP/JU

Sample - K3303-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219_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 .42 6.42 65.6 ng 5118160 1 6.65 1559990 20.0
n-Hexadecanoic acid 11.69 2.4 ng 255689 4 11.15 2110000 20.0
9-Octadecenamide, ... 13.22 22.0 ng 1862460 5 13.77 1693320 20.0
5-Octadecene, (E)- 13.64 3.5 ng 299060 5 13.77 1693320 20.0
Docosane, 11-butyl- 14.26 2.2 ng 185479 5 13.77 1693320 20.0
Eicosane 14.56 4.0 ng 330166 6 15.14 1643190 20.0
Heptacosane 14.86 4.1 ng 338757 6 15.14 1643190 20.0
Heneicosane 15.20 3.8 ng 310505 6 15.14 1643190 20.0
Octacosane 15.59 3.2 ng 263446 6 15.14 1643190 20.0
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