LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113267.D

Aca On : 24 Mar 2019 14:52

Operator : JU/SJ

Sample : K2058-03

Misc :

ALS Vial : 8 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 5.334 547 552 555 rBY 3571125 3660256 81.98% 9.146%
2 6.363 722 727 743 rBVY 3504120 4074287 91.25% 10.181%
3 6.487 743 748 751 rBV 4015020 3943114 88.32% 9.853%
4 6.710 783 786 795 rBV 979388 823510 18.44% 2.058%
5 6.869 809 813 816 rBVY 3046631 2700239 60.48% 6.747%
6 7.275 877 882 885 rBY 2383663 2446924 54.81% 6.114%
7 7.992 1000 1004 1010 rBV 1021368 1004525 22.50% 2.510%
8 9.069 1182 1187 1201 rBVvV 4000807 3962743 88.76% 9.902%
9 9.463 1250 1254 1263 rVB 208175 200855 4 _.50% 0.502%
10 9.745 1298 1302 1317 rVB 1284151 1214303 27.20% 3.034%

11 10.533 1431 1436 1451 rBV 3131716 3310335 74.14% 8.272%
12 11.222 1549 1553 1567 rBV 1290729 1367246 30.62% 3.416%
13 11.763 1641 1645 1658 rBV 341493 408609 9.15% 1.021%
14 12.469 1759 1765 1774 rBV4 26886 64982 1.46% 0.162%
15 12.545 1774 1778 1788 rVV 116643 178246 3.99% 0.445%

16 12.621 1788 1791 1796 rVB 86104 87340 1.96% 0.218%
17 12.810 1818 1823 1826 rBV 4569141 4464763 100.00% 11.156%
18 13.733 1973 1980 1994 rBV3 168185 509927 11.42% 1.274%
19 13.857 1996 2001 2009 rvB 1285887 1362228 30.51% 3.404%
20 14.027 2026 2030 2034 rBV 145644 135290 3.03% 0.338%

21 14.333 2075 2082 2087 rBV 234895 266446 5.97% 0.666%
22 14.627 2128 2132 2139 rVB 351101 352627 7.90% 0.881%
23 14.692 2140 2143 2149 rVB 220541 218444 4._.89% 0.546%
24 14.939 2181 2185 2192 rBV 433577 496540 11.12% 1.241%
25 15.262 2235 2240 2243 rBV 886975 1165979 26.12% 2.913%

26 15.292 2243 2245 2254 rVB 504409 598455 13.40% 1.495%
27 15.692 2308 2313 2324 rVB 362275 561277 12.57% 1.402%

28 16.157 2387 2392 2403 rVB 182958 350009 7.84% 0.875%
29 16.698 2480 2484 2490 rVB 51627 90453 2.03% 0.226%

Sum of corrected areas: 40019952
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032419\
Data File : BF113267.D

Aca On - 24 Mar 2019 14:52

Operator : JU/SJ

Sample : K2058-03

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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: BF113267.D

4000000 6.49

5.33 6.36

6.87
3000000

7.27

2000000

1000000 6.71

R L i, e B, i A I ..l -, - e—eiE

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: BF113267.D

4000000 9.07

10.53
3000000

2000000

9.75 11.22

1000000 7.99

11.76
9.46 Azese ||

CIII""I""I""[\IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

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: BF113267.D

4000000
3000000

2000000

13.86

1000000 15.26
16.29

14,63 14.94 15.69
13.73| 14.03 14.33 3\/-\9 j\ 16.16
| G

e e e T T T T T T TS

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113267.D

Aca On : 24 Mar 2019 14:52

Operator : JU/SJ

Sample : K2058-03

Misc :

ALS Vial : 8 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 unknown6.49 Concentration Rank 1

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

6.49 95.76 ng 3943110 1,4-Dichlorobenzene-d4 6.71
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Amphetaminil 250 C17H18N2 017590-01-1 12

Abundance Scan 749 (6.492 min): BF113267.D (-743) (-) m/z 132.00 100.00%
5000 68
0 % J "k 6 ko 6k
54 - - - -
| frer | asus g "m/z 68.00 36.14%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 RS L LR
6.20 6.40 6.60 6.80
21 51 78 m/z 134.00 34.02%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 23.44%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R B e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 13.71%
5000 98 116
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SN S | A
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113267.D

Aca On : 24 Mar 2019 14:52

Operator : JU/SJ

Sample : K2058-03

Misc :

ALS Vial : 8 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 8
R.T. EstConc Area Relative to ISTD R.T.
11.76 5.98 ng 408609 Phenanthrene-d10 11.22
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1645 (11.763 min): BF113267.D (-1641) (-) m/z 72.95 100.00%
60 73
5000 129
97 115 213 LN L BLELNLELEN BLELELALIY BLELELELN B
Ll 143 107171185 0 256 11.40 11.60 11.80 12.00
..W.H.J.w m/z 43.00 92.03%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
N
5000 129

11.40 11.60 11.80 12.00

m/z 60.00 85.20%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 B RAREEE LSS s e
11.40 11.60 11.80 12.00
5000 29 129 m/z 57.00 75.75%
' 15 oh 214
101 143157 | 185
R B B B A Banaaa e RARRARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R B D AEERE RS
43 60 73 11.40 11.60 11.80 12.00
m/z 41.00 67.39%
5000 129
29
199
143157171185 242 k
15
R e AR REE 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\BF032419\
Data File : BF113267.D

Aca On : 24 Mar 2019 14:52

Operator : JU/SJ

Sample : K2058-03

Misc :

ALS Vial : 8 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 11
R.T. EstConc Area Relative to ISTD R.T.
12.55 2.62 ng 178246 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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1779 (12.551 min): BF113267.D (-1774) (-) m/z 43.00 100.00%
43 5, 73
5000 129
143157171 12120 12,40 12.60 12.80
e m/z 72.95 88.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 A LR DU B
nmnmnmnm
185 m/z 57.00 82 .45%
H 143,171 241 284
m/z--> 20 40"66 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> N BUNISA BN B
12.20 12.40 12.60 12.80
5000 129 m/z 59.90 80.87%
29 87 199
101115 14315711185 213 242
15 227
Wmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid B a e a L e
78 12.20 12.40 12.60 12.80
43 m/z 55.00 66.13%
5
5000 129
; 185 228
01115 | 143 171
b ] ‘ ﬁ\ ]Tm IR St 19915

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113267.D

Aca On : 24 Mar 2019 14:52

Operator : JU/SJ

Sample : K2058-03

Misc :

ALS Vial : 8 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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.73 7.49 ng 509927 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 1979 (13.727 min): BF113267.D (-1973) (-) m/z 57.00 100.00%

A7 g3

5000

.

13.40 13.60 13.80 14.00
m/z 43.00 93.16%

139 167 1903

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1

o1
20
(o)
(]

5000 111 TT [T T T T [T T I T[T T T T [TTTT]
13.40 13.60 13.80 14.00
m/z 55.00 89.91%
29
Ee 167 195 222 250 280 308 336
T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
Mt S
13.40 13.60 13.80 14.00
5000 111 m/z 83.00 81.65%
29
139 167 196 238 266 294
m@m’mﬁmﬁmﬁm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol L L B
55 83 13.40 13.60 13.80 14.00
m/z 97.00 75.89%
5000
29
L 167 196 224 252 280 308
—— bt
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113267.D

Aca On : 24 Mar 2019 14:52

Operator : JU/SJ

Sample : K2058-03

Misc :

ALS Vial : 8 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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .33 3.91 ng 266446 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 91
Abundance Scan 2081 (14.327 min): BF113267.D (-2075) (-) m/z 57.00 100.00%
g7
5000 85 ﬂ
13 14.00 14.20 14.40 14.60
141
3 ,I.-! Ao e aor  er m/z 71.00 64.38%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 N IR B UL
85 14.00 14.20 14.40 14.60
29 m/z 43.00 61.12%
| \L ‘\ H‘ 1, \‘ 1%‘\-3 L 141 L 169 197 225 253 282
m/z--> 55 160 1éo 260 250 360 3éo
Abundance
57
14.00 14.20 14.40 14.60
5000 85 m/z 85.00 46.17%
29
113 141 169 197 225 253 281 309 338
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #194493: Hexacosane L L R L B N BB |
57 14.00 14.20 14.40 14.60
m/z 54.95 21.96%
2?“ “ || M 141 169 197 225 253 205 323 367
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 3&'30 14.'00 14.'20 14.'40 14.I60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113267.D

Aca On : 24 Mar 2019 14:52

Operator : JU/SJ

Sample : K2058-03

Misc :

ALS Vial : 8 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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.63 6.05 ng 352627 Perylene-di12 15.26
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 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2132 (14.627 min): BF113267.D (-2128) (-) m/z 57.00 100.00%
57
5000 85
LN U SN IR
113 14.40 14.60 14.80 15.00
141
ol LA 160 107 205 267 205 05 0 g 25%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
14.40 14.60 14.80 15.00
m/z 43.00 61.08%
29 113
\‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1\16‘9 197 225 253 296
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance
57
"' 14140 1460 14.80 15.00
5000 g5 m/z 85.00 49 .99%
29 113 141 169 197 205 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance #129498: Nonadecane, 2-methyl- R e e e
57 14.40 14.60 14.80 15.00
m/z 55.00 18.51%
5000
85
Pl bl 1T 141 160 197 239 267
m/z--> 55 160 1éo 260 250 360 3%0 ' 14M0 14%0 14%0 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113267.D

Aca On : 24 Mar 2019 14:52

Operator : JU/SJ

Sample : K2058-03

Misc :

ALS Vial : 8 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 Supraene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.69 3.75 ng 218444 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 74
5 (-+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 72
Abundance Scan 2143 (14.692 min): BF113267.D (-2140) (-) m/z 69.00 100.00%
69 q
5000
4 N S IR BN
14.40 14.60 14.80 15.00
bkl die i, 15203231 283 s 77 81.00  52.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LR BN B UM SR
14,40 14.60 14.80 15.00
41 o 137 m/z 41.00 25.28%
’ p b p 1 337 ] 163 101 217 245 273 209 341 367 410
m/z--> éo 100 150 200 250 300 350 400
Abundance
69
14.40 14.60 14.80 15.00
5000 m/z 94.95 14 _.18%
41
9% 137
117 161 191 231 273 299 341 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L
69 14.40 14.60 14.80 15.00
m/z 68.00 12 .65%
5000 41
93
L J‘\ h @hq | 161 192 231 273 315341 384
m/z--> 50 100 150 260 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113267.D

Aca On : 24 Mar 2019 14:52

Operator : JU/SJ

Sample : K2058-03

Misc :

ALS Vial : 8 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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.94 8.52 ng 496540 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2185 (14.939 min): BF113267.D (-2181) (-) m/z 57.00 100.00%
57
5000 85
L1 I|113 141 169 197 225 253 295 355 1460 14,80 15,00 1520 _
ol b b b L 7 99 107 225 253 295 85 m/z 71.00 67.71%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
14.60 14.80 15.00 15.20
29 m/z 43.00 62.18%
7| L || (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
o 14,60 14.80 15.00 15.20
5000 m/z 84.95 50.29%
29 113
141 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #185535: Heptadecane, 9-octyl-
57 14.60 14.80 15.00 15.20
m/z 55.00 21.60%
5000 85
113
_a LT e o7 P 67 204 323 352
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113267.D

Aca On : 24 Mar 2019 14:52

Operator : JU/SJ

Sample : K2058-03

Misc :

ALS Vial : 8 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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.69 9.63 ng 561277 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2313 (15.692 min): BF113267.D (-2308) (-) m/z 57.00 100.00%
g7
L 00151 o 1540 15,60 1580 16,00
Ol o o e m/z 71.00 65.15%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L I B SO U
mmmmmmmm
m/z 43.00 57 .44%
2L L ‘\34 141 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 2%0 300 3%0 '
Abundance
57
o 15.40 15.60 15.80 16.00
5000 m/z 85.00 50.11%
29 113
141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane e e e s e
57 15.40 15.60 15.80 16.00
m/z 55.00 20.77%
113
200 | || |77, 141 160 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1520 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032419\
Data File : BF113267.D

Aca On : 24 Mar 2019 14:52

Operator : JU/SJ

Sample : K2058-03

Misc :

ALS Vial : 8 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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.16 6.00 ng 350009 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2393 (16.162 min): BF113267.D (-2387) (-) m/z 57.00 100.00%
g7
113 15.80 16.00 16.20 16.40
141 169 : . : .
....|,'.-’..J.||,.ﬂ Lo 2s 285 m/z 71.00 68.82%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 AR AR DAREE
15.80 16.00 16.20 16.40
113 m/z 43.00 57.38%
29 | “ H 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 15.80 16.00 16.20 16.40
5000 m/z 85.00 51.53%
29 113
141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #129492: Eicosane e ARREREEES S e
57 15.80 16.00 16.20 16.40
m/z 55.00 21.93%
5000
85
Ll L) M8 141 169 197 225 253 282
m/z--> 50 100 1%0 200 250 300 350 ' 15.80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032419\
Data File : BF113267.D

Acq On : 24 Mar 2019 14:52

Operator : JU/SJ

Sample - K2058-03

Misc :

ALS Vial : 8 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 .49 6.49 95.8 ng 3943110 1 6.71 823510 20.0
n-Hexadecanoic acid 11.76 6.0 ng 408609 4 11.22 1367250 20.0
Octadecanoic acid 12.55 2.6 ng 178246 5 13.86 1362230 20.0
n-Tetracosanol-1 13.73 7.5 ng 509927 5 13.86 1362230 20.0
Eicosane 14.33 3.9 ng 266446 5 13.86 1362230 20.0
Heneicosane 14.63 6.0 ng 352627 6 15.26 1165980 20.0
Supraene 14.69 3.8 ng 218444 6 15.26 1165980 20.0
Octacosane 14 .94 8.5 ng 496540 6 15.26 1165980 20.0
Hexacosane 15.69 9.6 ng 561277 6 15.26 1165980 20.0
2-methyloctacosane 16.16 6.0 ng 350009 6 15.26 1165980 20.0
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