LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113786.D

Acq On : 16 Apr 2019 11:35

Operator : JU/SJ

Sample - K2405-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 height area % max. total
1 5.292 542 545 581 rBV 1686108 2481228 74.55% 7.392%
2 6.333 719 722 738 rBVY 1836894 2613816 78.54% 7.787%
3 6.451 738 742 758 rVB 2501276 2679474 80.51% 7.983%
4 6.669 776 779 794 rVB 747056 677014 20.34% 2.017%
5 6.828 802 806 821 rBvV 2218054 2018069 60.64% 6.012%
6 7.239 872 876 896 rBV 1572615 1650049 49.58% 4.916%
7 7.951 994 997 1020 rBVY 840091 875587 26.31% 2.608%
8 9.027 1176 1180 1191 rBV 3365687 3071793 92.30% 9.151%
9 9.427 1245 1248 1257 rBV 278617 264150 7.94% 0.787%
10 9.704 1291 1295 1304 rBV 1120993 975779 29.32% 2.907%
11 9.945 1331 1336 1342 rBV6 24385 57174 1.72% 0.170%
12 10.498 1426 1430 1446 rBV 1358641 1593784 47.89%  4.748%
13 10.610 1446 1449 1454 rVB 44549 53663 1.61% 0.160%
14 10.880 1490 1495 1498 rBV6 16166 34392 1.03% 0.102%
15 11.057 1522 1525 1527 rBV 43063 37427 1.12% 0.111%
16 11.186 1544 1547 1564 rVB 1062589 1104767 33.20% 3.291%
17 11.480 1594 1597 1601 rBV 36273 37317 1.12% 0.111%
18 11.574 1610 1613 1618 rBV6 25281 41111 1.24% 0.122%
19 11.657 1622 1627 1628 rVV3 35899 57032 1.71% 0.170%

20 11.733 1630 1640 1663 rVB 1630870 3328076 100.00% 9.915%

21 12.368 1744 1748 1751 rBV2 38689 49972 1.50% 0.149%
22 12.515 1764 1773 1783 rBV 1694929 2927551 87.97% 8.722%
23 12.768 1812 1816 1819 rBV 3070627 2843268 85.43% 8.470%
24 13.339 1910 1913 1916 rVB3 41219 40474 1.22% 0.121%
25 13.668 1966 1969 1978 rVB2 67332 95241 2.86% 0.284%

26 13.798 1988 1991 1993 rBV2 115875 125261 3.76% 0.373%
27 13.827 1993 1996 2010 rVB 799208 952600 28.62% 2.838%
28 13.980 2019 2022 2030 rVB 117975 135058 4._.06% 0.402%
29 14.286 2070 2074 2085 rVB 191707 211922 6.37% 0.631%
30 14.580 2118 2124 2129 rVB2 259434 323393 9.72% 0.963%

31 14.645 2132 2135 2138 rBV 56821 54068 1.62% 0.161%
32 14.886 2172 2176 2181 rVB 307422 331750 9.97% 0.988%
33 15.239 2230 2236 2250 rVB2 698914 1118926 33.62% 3.333%
34 15.621 2296 2301 2310 rVB 243829 373147 11.21% 1.112%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113786.D

Acq On : 16 Apr 2019 11:35

Operator : JU/SJ

Sample - K2405-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.074 2373 2378 2390 rVB2 142538 260590 7.83% 0.776%

36 16.598 2464 2467 2473 rVB2 42174 71906 2.16% 0.214%

Sum of corrected areas: 33566829
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113786.D

Acq On : 16 Apr 2019 11:35

Operator : JU/SJ

Sample - K2405-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF113786.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113786.D

Acq On : 16 Apr 2019 11:35

Operator : JU/SJ

Sample - K2405-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.45 Concentration Rank 1

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

6.45 79.16 ng 2679470 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 742 (6.451 min): BF113786.D (-738) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 680
54 : : : :
o | f7 s | asus Wl "n/z 67.95  38.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 IERSE SRS RSN LR
a1 97 6.20 6.40 6.60 6.80
53 2 17 m/z 134.00 33.00%
oL e bl f““l‘.‘.“l‘ .8.8..|1.0.6. "‘I ||H|| e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 620 640 6.60 680
5000 m/z 65.95 25.28%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 14 .94%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
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\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113786.D

Acq On : 16 Apr 2019 11:35

Operator : JU/SJ

Sample - K2405-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
11.73 60.25 ng 3328080 Phenanthrene-d10 11.19
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1639 (11.727 min): BF113786.D (-1630) (-) m/z 72.95 100.00%
60 73
5000 129 (
97 213 T e
1S | 4p167171185, 227, 256 1140 11,60 11.80 12.00
ol 41 m/z 43.00 93.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 R DA DU SRR DU
nmnmnmnm
m/z 59.90 87.47%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1140 11.60 11.80 12.00
5000 29 129 m/z 56.95 76.03%
87 15 oh 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid R amn e e el
43 60 73 11.40 11.60 11.80 12.00
m/z 41.00 70.14%
5000 129
29
199
143157171185 242
015 I AR EEEE e E 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\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113786.D

Acq On : 16 Apr 2019 11:35

Operator : JU/SJ

Sample - K2405-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2
R.T. EstConc Area Relative to ISTD R.T.
12.52 61.46 ng 2927550 Chrysene-di12 13.83
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 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
Abundance Scan 1774 (12.521 min): BF113786.D (-1764) (-) m/z 72.95 100.00%
48 73
57
5000 129 ,J/\\\__
12120 12.40 12.60 12.80
O i m/z 43.00 96.53%
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 AR RS R
nmnmnmnm
185 m/z 59.90 83.50%
143,171 007 227241 284
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> AR AR IR
12.20 12.40 12.60 12.80
5000 129 m/z 57.00 81.04%
87 199
27 115 @ 143 242
| 157171 213597
m’ﬁmﬁﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid A
73 12.20 12.40 12.60 12.80
43 m/z 55.00 68.47%
5
5000 129
- 185 228
115 | 143,05171
O.H,HH,H.W.,ﬁ.n”.q.”w.}?zn.“nggn..“..”.“”.““. e ARSI SIS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113786.D

Acq On : 16 Apr 2019 11:35

Operator : JU/SJ

Sample - K2405-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.98 2.84 ng 135058 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
3 Decane, 3-methyl- 156 C11H24 013151-34-3 72
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 72
5 Heptacosane 380 C27H56 000593-49-7 64

Abundance Scan 2022 (13.980 min): BF113786.D (-2019) (-) m/z 57.00 100.00%

57
43 | 11
5000 85

3197 13.60 13.80 14.00 14.20
141155169183197211 240253267
o.”,”.J”.h.m.ﬂ.Jm.L,”.w“.w.”.““.“.”..“,””,”.. m/z 71.00 66.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94346: Heptadecane
57
43 71
85
5000 [TTrr[rrrr[rrrryrrrr|m

13.60 13.80 14.00 14.20
29 99 m/z 43.00 62.51%

113
s | 1 \ 127141155169183197211 240
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260
Abundance
57
s B Ama s S
43 71 13.60 13.80 14.00 14.20
5000 85 m/z 85.00 49 .96%
29
113 169
ol 15 127 149 248
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28429: Decane, 3-methyl- A B o
57 13.60 13.80 14.00 14.20
43 71 m/z 99.00 18.27%
5000 85
126
0 14 ‘ | \‘\ A 98 112 H 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113786.D

Acq On : 16 Apr 2019 11:35

Operator : JU/SJ

Sample - K2405-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.29 4.45 ng 211922 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 2075 (14.292 min): BF113786.D (-2070) (-) m/z 57.00 100.00%
57
5000 85
141 197 14.00 14.20 14.40 14.60
0 | Al || Ly, il 2328 8% "m/z 71.00 65.05%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 L BN UL I B
14.00 14.20 14.40 14.60
113 m/z 43.00 60.54%
o2 ‘ H 141 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
14.00 14.20 1440 14.60
5000 P m/z 85.00 46.42%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane A BEREE RS
57 14.00 14.20 14.40 14.60
m/z 55.00 23.89%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113786.D

Acq On : 16 Apr 2019 11:35

Operator : JU/SJ

Sample - K2405-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.58 5.78 ng 323393 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
Abundance Scan 2124 (14.580 min): BF113786.D (-2118) (-) m/z 57.00 100.00%
57
5000 85
141 14.20 14.40 14.60 14.80
S 'I L 109 197 225 253 281 m/z 71.00 66.81%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 R UM SRR SULRL B
14.20 14.40 14.60 14.80
m/z 43.00 60.19%
. il h I i ‘Jlﬁ3“lﬂl 169 197 225 253 295 323 367
m/z--> 50 100 1%0 200 250 300 350
Abundance
57
o 14.20 14.40 14.60 14.80
5000 m/z 85.00 49_97%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- A B e B
57 14.20 14.40 14.60 14.80
m/z 55.00 21.82%
5000 a5
29
ol Ly A e 18 o0 g om
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113786.D

Acq On : 16 Apr 2019 11:35

Operator : JU/SJ

Sample - K2405-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.89 5.93 ng 331750 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2177 (14.892 min): BF113786.D (-2172) (-) m/z 57.00 100.00%
57
85
5000
113 ' 14.60 14.80 15.00 15.20
141
ol 1] || Loy, 109,196 225 265 205 855 ' "m/z 71.00 66.68%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 LI U B UL B
mmmmmmmm
29 m/z 43.00 62.43%
ol L [ 141 (169 197 225 254
m/z--> 55 160 150 260 2%0 300 3%0 '
Abundance
57
1460 14.80 15.00 15.20
5000 g5 m/z 85.00 53.91%
29
ol ol 1P 141 169 197 225 253 281 309 337 365 304
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R A A RARE
57 14.60 14.80 15.00 15.20
m/z 54.95 22.02%
85
5000
29 113
oL L by | 717 141 160 197 225 53 296
L L L L DL L L DL DL L | L R U P
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\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113786.D

Acq On : 16 Apr 2019 11:35

Operator : JU/SJ

Sample - K2405-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.62 6.67 ng 373147 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Docosane 310 C22H46 000629-97-0 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2301 (15.621 min): BF113786.D (-2296) (-) m/z 57.00 100.00%
57
5000 85 \J\—JL/\J\
UL 0110 107 8 259 28 o 1540 15,60 1580 1600
VM 0 N0 0 R A B B m/z 71.00 68.09%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LR UL BRI UL R
mmmmmmmm
m/z 43.00 58.45%
0 ZPJ |} | H m341?1 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 250 360 350 '
Abundance
57
o ' 15.40 15.60 15.80 16.00
5000 m/z 85.00 50.74%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane L
57 15.40 15.60 15.80 16.00
m/z 54.90 19.09%
o T )\’/\\’v\j\\v\/\,_/\
113
N L) 77 241 169 197 225 267 205 365 393
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\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113786.D

Acq On : 16 Apr 2019 11:35

Operator : JU/SJ

Sample - K2405-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.07 4.66 ng 260590 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2377 (16.068 min): BF113786.D (-2373) (-) m/z 57.00 100.00%
57
i A\Aj\\d
5000
113 ' 15.80 16.00 16,20 16.40
141141 183 : : : :
ol 1) =|.||, L a6 0 2 28 s+ m/z 71.00 64.52%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 R DA SUNILR SR SRR
15.80 16.00 16.20 16.40
m/z 43.00 57.57%
29 ‘ 113 14
Ol b L7 T 169 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance
57
' 15.80 16.00 16,20 16.40
5000 85 m/z 85.00 52.06%
113
L2 141 169189211 239 267 205 323 352
m/z--> 55 160 1%0 200 250 360 3éo
Abundance #209566: Octacosane B B B o e
57 15.80 16.00 16.20 16.40
m/z 55.00 25.10%
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 15%0 1650 1650 1&40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113786.D

Acq On : 16 Apr 2019 11:35

Operator : JU/SJ

Sample - K2405-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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 .45 6.45 79.2 ng 2679470 1 6.67 677014 20.0
n-Hexadecanoic acid 11.73 60.3 ng 3328080 4 11.19 1104770 20.0
Octadecanoic acid 12.52 61.5 ng 2927550 5 13.83 952600 20.0
Heptadecane 13.98 2.8 ng 135058 5 13.83 952600 20.0
2-methyloctacosane 14_.29 4.5 ng 211922 5 13.83 952600 20.0
Hexacosane 14.58 5.8 ng 323393 6 15.24 1118930 20.0
Octadecane 14.89 5.9 ng 331750 6 15.24 1118930 20.0
Heneicosane 15.62 6.7 ng 373147 6 15.24 1118930 20.0
Pentacosane 16.07 4.7 ng 260590 6 15.24 1118930 20.0
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