LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\

Data File : BF118971.D

Aca On : 20 Feb 2020 21:12 Instrument :
Operator : CG/JU BNA_F
Sample : L1546-19

Misc :

ALS Vial : 7 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-BF022020.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 2.128 3 7 18 rVB 53808 85168 2.07% 0.248%
2 4_.975 488 491 499 rVB 105379 143827 3.49% 0.419%
3 5.387 557 561 581 rBY 3691660 3562842 86.48% 10.368%
4 6.310 715 718 724 rBV 68148 66214 1.61% 0.193%
5 6.404 729 734 749 rBVY 3163268 3631301 88.14% 10.567%
6 6.757 791 794 798 rBVY 1299134 1100785 26.72% 3.203%
7 6.916 817 821 824 rBVY 3547195 3129672 75.96% 9.107%
8 7.322 885 890 893 rBY 2607294 2454108 59.57% 7.141%
9 8.039 1008 1012 1015 rBV 1658045 1401177 34.01% 4_077%
10 9.116 1189 1195 1198 rBV 4654333 4120028 100.00% 11.989%

11 9.504 1258 1261 1265 rBV 202652 172664 4._.19% 0.502%
12 9.710 1289 1296 1303 rBV3 27788 60142 1.46% 0.175%
13 9.786 1303 1309 1313 rBV 1728544 1618542 39.28% 4_.710%
14 10.574 1439 1443 1447 rBV 2844170 2561211 62.16% 7.453%
15 11.269 1557 1561 1564 rBV 1629015 1440332 34.96% 4.191%

16 11.292 1564 1565 1568 rVB 129246 77786 1.89% 0.226%
17 11.504 1596 1601 1607 rBvV4 27999 46020 1.12% 0.134%
18 11.769 1642 1646 1648 rBV 54422 57584 1.40% 0.168%
19 11.804 1648 1652 1662 rVB 440885 471281 11.44% 1.371%
20 11.880 1662 1665 1667 rBV3 47881 45305 1.10% 0.132%
21 12.057 1692 1695 1699 rBV3 36105 55685 1.35% 0.162%
22 12.321 1736 1740 1742 rBV 53017 51669 1.25% 0.150%

23 12.480 1761 1767 1771 rBV 159946 168609 4._.09% 0.491%
24 12.586 1781 1785 1792 rBV3 88064 127036 3.08% 0.370%
25 12.710 1801 1806 1808 rBV 145978 139631 3.39% 0.406%

26 12.851 1826 1830 1834 rBV 3504370 2942888 71.43% 8.564%
27 13.333 1904 1912 1914 rBVS 19689 48391 1.17% 0.141%
28 13.433 1926 1929 1935 rVB2 46780 57582 1.40% 0.168%
29 13.751 1979 1983 1993 rBV3 443579 588495 14.28% 1.712%
30 13.904 2004 2009 2012 rBV 1297915 1259716 30.58% 3.666%

31 14.074 2035 2038 2044 rVB 119259 124006 3.01% 0.361%
32 14.380 2086 2090 2094 rBV 161455 189550 4.60% 0.552%
33 14.674 2137 2140 2143 rVB 176647 157760 3.83% 0.459%
34 14.921 2179 2182 2186 rBV 79836 111906 2.72% 0.326%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118971.D

Aca On : 20 Feb 2020 21:12

Operator : CG/JU

Sample : L1546-19

Misc :

ALS Vial : 7 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.992 2191 2194 2198 rBV 191112 208497 5.06% 0.607%
36 15.268 2239 2241 2246 rVB 66652 72217 1.75% 0.210%
37 15.327 2247 2251 2265 rVB 1006012 1497116 36.34% 4 _356%

38 15.762 2321 2325 2329 rBV 132155 194805 4.73% 0.567%
39 15.815 2331 2334 2341 rVB4 67881 123678 3.00% 0.360%

Sum of corrected areas: 34365226
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118971.D

Aca On : 20 Feb 2020 21:12

Operator : CG/JU

Sample : L1546-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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: BF118971.D

4000000 5.39
| 6.92

6.40

3000000
7.32

2000000

6.76
1000000

.13 4.97 k amh

o177

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: BF118971.D

4000000
12.85

3000000 10.57

2000000
8.04 9.79 11.27

1000000
1180
Y | 18.29,1 50 11ff7.882 06 12325188871 13

e e
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: BF118971.D

4000000

3000000

2000000

13.90
15.33

1000000

14.07 14.38 14.67 14 o 15. 13562

T T T

R 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\BF022020\
Data File : BF118971.D

Aca On : 20 Feb 2020 21:12

Operator : CG/JU

Sample : L1546-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 6

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

4.97 2.61 ng 143827 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 10

Abundance Scan 490 (4.969 min): BF118971.D (-488) (-) m/z 43.00 100.00%
43
59
5000
101
TP T T
| 83 4.60 4.80 5.00 5.20 5.40
L B B oSS S P m/z 58.95 70.97%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A R R L
59 460 4.80 5.00 5.20 5.40
m/z 101.00 30.80%
15 31 101
25,7 37, 53,| 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520 5.40
0
5000 101 m/z 58.00 19.76%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl- R L B R
50 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.34%
5000
43 101
31
s Al osmllen ® |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118971.D

Aca On : 20 Feb 2020 21:12

Operator : CG/JU

Sample : L1546-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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.
11.80 6.54 ng 471281 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 1651 (11.798 min): BF118971.D (-1648) (-) m/z 72.95 100.00%
7B
43 60
5000 129 192
213 AR B e e i
157 171 227 256 11.'40 11.|60 11I8O 12'00 12'20
— m/z 60.00 70.55%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
4 g0 73
5000{ 29 R B R IR B
umumnmnmnm
129 m/z 43.05 66.07%
85 256
8 115 | 143157171185 199 213 227939

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

%

Abundance
43 60 73
11.40 11.60 11.80 12.00 12.20
5000 m/z 57.05 59.06%
29
129
8 15 171 214
98 143157 | 185197
A A o e  ABSRAmaa RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid PR T T T T
43 60 738 11.40 11.60 11.80 12.00 12.20
m/z 41.05 54 _75%
h i M“__“A—AVMVANA\vmmm—N\Awu~d
“ B REAsmREE R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118971.D

Aca On : 20 Feb 2020 21:12

Operator : CG/JU

Sample : L1546-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.48 2.34 ng 168609 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene 202 C16H10 000206-44-0 96
2 Pvrene 202 C16H10 000129-00-0 94
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 81
4 1.4-Pentadivn-3-one., 1.5-diphenvl- 230 C17H100 015814-30-9 78
5 1H-Indole-3-propanoic acid, 1-(t... 275 C15H21INO2Si 056196-72-6 50
Abundance Scan 1767 (12.480 min): BF11897%BD (-1761) (-) m/z 202.10 100.00%
202
5000
50 75 1?1 122 150 174 | 218 302 12.20 12.40 12.60 12.80
O o T e e s A m/z 200.10 20.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62828: Fluoranthene
202
A I
5000 SR AL BN BN SRR
12.20 12.40 12.60 12.80
101 m/z 203.05 16.84%
27 50 75, | 122 150 174
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240 260 280 300
Abundance
202
12.20 12.40 12.60 12.80
5000 m/z 201.10 13.87%
101
51 75 122 150 174
mewmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62831: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202 12.20 12.40 12.60 12.80
m/z 100.95 10.25%
5000
27 51 75 101 156 150 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118971.D

Aca On : 20 Feb 2020 21:12

Operator : CG/JU

Sample : L1546-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 unknownl2.71 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.71 2.22 ng 139631 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene 202 C16H10 000129-00-0 95
2 Fluoranthene 202 C16H10 000206-44-0 93
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 64
4 1-Leucvl-I-leucine. N.N"-dimethv... 458 C24H46N206 1000328-59-2 33
5 Succinic acid, 4-cyanophenyl 2,3... 363 C17H11CI2NO4 1000360-70-9 28
Abundance Scan 1806 (12.710 min): BF118971.D (-1801) (-) m/z 202.10 100.00%
202
5000
39 51 63 74 88 s 122133 150161 174 191 226 12.40 12.60 12.80 13.00
22 5L 68 T 122188 Do0ien Tit o1l 226 m/z 200.10  21.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62823: Pyrene
202
A
5000 IR DA BN SR
101 12.40 12.60 12.80 13.00
m/z 203.10 16.90%
27 39 51 63 75 ﬁ8 ,“ 122134 150 163174 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
202
12.40 12.60 12.80 13.00
5000 m/z 201.00 16.81%

101
39 51 63 75 88 122 150 163174

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62832: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-

202 12.40 12.60 12.80 13.00
m/z 101.00 11.61%

5000

28 39 51 63 75 88 100115126157 180 163174 197 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118971.D

Aca On : 20 Feb 2020 21:12

Operator : CG/JU

Sample : L1546-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 n-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.75 9.34 ng 588495 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 1-Hexadecanol 242 C16H340 036653-82-4 87

Abundance Scan 1983 (13.751 min): BF118971.D (-1979) (-) m/z 83.10 100.00%

57

5000

-

230 13.40 13.60 13.80 14.00
200 280
0 252 302 m/z 57.05 92.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1

139 168

:

5000

13.I4O 13.I60 13.I80 14.IOO
m/z 97.10 90.81%

167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
R B SULRL B UL
13.40 13.60 13.80 14.00
5000 i m/z 69.10 85.18%
29 139

167 196 224 252 280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

:

Abundance #131391: n-Nonadecanol-1 T e e
55 83 13.40 13.60 13.80 14.00
m/z 55.10 77 .33%
5000
29
L] 139 168 106 238 266
Asaansesasssiea e et S
m/z--> 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\BF022020\
Data File : BF118971.D

Aca On : 20 Feb 2020 21:12

Operator : CG/JU

Sample : L1546-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 4
R.T. EstConc Area Relative to ISTD R.T.
14.38 3.01 ng 189550 Chrysene-d12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Octadecane 254 C18H38 000593-45-3 93
3 Eicosane 282 C20H42 000112-95-8 91
4 1-Octadecene 252 C18H36 000112-88-9 91
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90
Abundance Scan 2090 (14.380 min): BF118971.D (-2086) (-) m/z 57.05 100.00%
57
85
5000
141 169 197 254 14.00 14.20 14.40 14.60
oLl 224, 1201 816341 m/z 71.05 87.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000 A AR BN AR R
14.00 14.20 14.40 14.60
29 m/z 85.10 67.60%
Th L4 118141 160 197 240
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.00 14.20 14.40 1460
5000 85 m/z 43.05 65.40%
29
113 141 169 197 205 254
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane A EREEE S e
57 14.00 14.20 14.40 14.60
m/z 55.05 32.66%
5000 85
29
J“ ‘ || | 113 141 169 197 225 253 282
m/z--> 50 100 1éo 260 250 300 350 400 14.00 14.20 14.40 1460
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118971.D

Aca On : 20 Feb 2020 21:12

Operator : CG/JU

Sample : L1546-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .67 2.11 ng 157760 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 2139 (14.668 min): BF118971.D (-2137) (-) m/z 71.05 100.00%
!
43
5000
169 256 14.40 14.60 14.80 15.00
o] A | ]'| A .-' AS0 )" 196 225 1 280 %086 m/z 57.05 95.48%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
g7
5000 85 AR UL UL UL SR

14.40 14.60 14,80 15.00
m/z 85.05 68.87%

113
| Il g7 14 183 211 239 267 296

m/z--> 50 100 150 200 250 300 350
Abundance
57
A R S
14.40 14.60 14.80 15.00
5000 o m/z 43.05 54.39%
113
39 141 182 511 25p 281 308 337
e T s SIS L ST
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane B B
57 14.40 14.60 14.80 15.00
m/z 55.00 22 .65%
5000 85
29
‘ ‘ i || M3 141 169 107 225 253 295 323 367

m/z--> 50 100 150 200 250 300 350 14.40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118971.D

Aca On : 20 Feb 2020 21:12

Operator : CG/JU

Sample : L1546-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Heneicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14 .99 2.79 ng 208497 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2194 (14.992 min): BF118971.D (-2191) (-) m/z 57.10 100.00%
g7
85
5000
141 169 197 14.60 14.80 15.00 15.20 15.40
I I ” 520243262 2953163363% | 07110 95.44%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 A DO B B BN
mmmmmmmmmm
m/z 85.10 73.03%
29 113
| L [7]0,141 169 197 225 253 296
m/z--> §o 160 1%0 200 250 300 3éo
Abundance
57
85 14.60 14.80 15.00 15.20 15.40
5000 m/z 43.10 59.50%
113
29 141 169 197 225 53 282
m/z--> o '50' - ﬁdo" "150" "200" ' 550" "300" "350
Abundance #185535: Heptadecane, 9-octyl- A B R e
57 14.60 14.80 15.00 15.20 15.40
m/z 99.10 22 .92%
5000 85
3 .*}- LLTE e 100 g07 22 267 o 323 seo e S L
m/z--> 50 100 150 200 %o 300 350 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118971.D

Aca On : 20 Feb 2020 21:12

Operator : CG/JU

Sample : L1546-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 7
R.T. EstConc Area Relative to ISTD R.T.
15.76 2.60 ng 194805 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Methoxvacetic acid. 4-hexadecvl ... 314 C19H3803 1000282-99-0 91
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
Abundance Scan 2325 (15.762 min): BF118971.D (-2321) (-) m/z 57.10 100.00%
g7
85
5000

“ 141 169 207 p32256 291 331 358 15.40 15.60 15.80 16.00
— ﬂt.,nﬂ..q....,....,.... | | m/z 71.10 98.12%
m/z--> 50 100 150 200 250 300 350 400

Abundance #215181: 2-methyloctacosane

5000

15.40 15.60 15.80 16.00
m/z 85.10 69.77%

141 169 197 225 365 393

267 295

m/z--> 50 100 150 200 250 300 350 400
Abundance
57 85
T e
15.40 15.60 15.80 16.00
5000 m/z 43.05 54.72%
117 225
29 141 197
e I B L o o o T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane R AR EEEEE T
57 15.40 15.60 15.80 16.00
m/z 55.05 25.86%
5000
85
29 13 141
| L)1 |77, 141 169 197 205 253 280 309 351 379 407 436

e e e e e e e T R e S EEEE

T
m/z--> 50 100 150 200 250 300 350 400 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\BF022020\
Data File : BF118971.D

Acq On : 20 Feb 2020 21:12

Operator : CG/JU

Sample - L1546-19

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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... 4 .97 2.6 ng 143827 1 6.76 1100790 20.0
n-Hexadecanoic acid 11.80 6.5 ng 471281 4 11.27 1440330 20.0
Benzene, 1,1"-(1,... 12.48 2.3 ng 168609 4 11.27 1440330 20.0
unknownl12.71 12.71 2.2 ng 139631 5 13.90 1259720 20.0
n-Tetracosanol-1 13.75 9.3 ng 588495 5 13.90 1259720 20.0
Heptadecane 14.38 3.0 ng 189550 5 13.90 1259720 20.0
Heptadecane, 2,6,... 14.67 2.1 ng 157760 6 15.33 1497120 20.0
Heneicosane 14.99 2.8 ng 208497 6 15.33 1497120 20.0
2-methyloctacosane 15.76 2.6 ng 194805 6 15.33 1497120 20.0
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