LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106981.D

Aca On : 29 Jun 2018 18:54

Operator : JU/SJ

Sample : J3629-16

Misc :

ALS Vial : 21 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-BF061918 .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 5.190 481 485 499 rVB 152370 183318 11.32% 1.201%
2 5.601 551 555 568 rBY 1317935 1415581 87.40% 9.278%
3 6.601 720 725 731 rBVY 1351902 1400237 86.45% 9.177%
4 6.731 743 747 751 rBVY 1569025 1421641 87.77% 9.318%
5 6.948 781 784 788 rBV 442634 399529 24.67% 2.619%
6 7.001 791 793 800 rVvVv 22262 23240 1.43% 0.152%
7 7.107 807 811 815 rBVY 1291886 1133719 70.00% 7.430%
8 7.354 850 853 859 rVB 48378 39101 2.41% 0.256%
9 7.519 873 881 884 rBV 963012 922771 56.97% 6.048%
10 8.236 999 1003 1020 rBV 522795 491953 30.37% 3.224%

11 9.307 1181 1185 1188 rBV 1880682 1619689 100.00% 10.616%
12 9.701 1248 1252 1259 rVB 204838 182882 11.29% 1.199%

13 9.901 1282 1286 1289 rBV 37724 30787 1.90% 0.202%
14 9.995 1296 1302 1312 rVB2 541834 629766 38.88% 4.128%
15 10.378 1364 1367 1369 rBV 113992 87608 5.41% 0.574%
16 10.401 1369 1371 1374 rVB 56869 40196 2.48% 0.263%
17 10.619 1404 1408 1414 rBV2 14036 21382 1.32% 0.140%
18 10.789 1433 1437 1444 rBV 896039 908466 56.09% 5.954%
19 10.872 1448 1451 1462 rVB 51339 60771 3.75% 0.398%
20 11.483 1552 1555 1559 rBvV 469475 445979 27 .53% 2.923%
21 11.748 1595 1600 1608 rBV2 12442 18302 1.13% 0.120%
22 12.701 1759 1762 1766 rVB 25459 23756 1.47% 0.156%
23 12.936 1795 1802 1807 rVB 25998 36906 2.28% 0.242%
24 13.066 1820 1824 1828 rBV 1444203 1416466 87.45% 9.284%
25 13.266 1849 1858 1859 rBV3 11747 21313 1.32% 0.140%
26 13.536 1901 1904 1907 rVB 24137 19791 1.22% 0.130%
27 13.618 1914 1918 1920 rBV5 15781 18987 1.17% 0.124%
28 13.771 1941 1944 1949 rVB2 22437 22309 1.38% 0.146%
29 13.924 1966 1970 1971 rBV 32295 27994 1.73% 0.183%
30 13.948 1971 1974 1981 rVB 87100 93886 5.80% 0.615%

31 14.089 1994 1998 2002 rBV 308057 259006 15.99% 1.698%
32 14.136 2002 2006 2010 rBV 482093 504262 31.13% 3.305%
33 14.271 2024 2029 2031 rBv4 15975 21824 1.35% 0.143%
34 14.583 2079 2082 2084 rBV 35761 40329 2.49% 0.264%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106981.D

Aca On : 29 Jun 2018 18:54

Operator : JU/SJ

Sample : J3629-16

Misc :

ALS Vial : 21 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.618 2084 2088 2091 rVB2 602410 581297 35.89% 3.810%

36 14.901 2133 2136 2140 rVB2 22587 23895 1.48% 0.157%
37 14.983 2147 2150 2154 rVB 34297 37850 2.34% 0.248%
38 15.060 2160 2163 2167 rVB3 29195 31886 1.97% 0.209%
39 15.254 2193 2196 2200 rVB 61053 68598 4.24% 0.450%
40 15.677 2261 2268 2275 rVB 274306 383825 23.70% 2.516%
41 15.877 2298 2302 2307 rBvV7 14943 25049 1.55% 0.164%
42 16.112 2338 2342 2349 rVB 59835 94611 5.84% 0.620%
43 16.183 2349 2354 2357 rBV5 13452 26980 1.67% 0.177%
Sum of corrected areas: 15257738
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\

BF106981.D

29 Jun 2018 18:54

JussJ

J3629-16

21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106981.D

Aca On : 29 Jun 2018 18:54

Operator : JU/SJ

Sample : J3629-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 4

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

5.19 9.18 ng 183318 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 485 (5.190 min): BF106981.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SRR R UL R L
| 83.0 | 4.80 500 5.20 5.40 5.60
ot e m/z 59.00 61.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR I L L I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 20.98%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 560
5000 m/z 58.00 15.09%
101.0
150 310 %80 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R e
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.46%
5000 1010
28.0 59.0
150 ‘ 70.0 84.0
0"'I”G'I”lul”'“HJ"I”Mli'”'l””'l“”'l'”'I*”'I' BRRRANRRRASRARRE RARRE R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106981.D

Aca On : 29 Jun 2018 18:54

Operator : JU/SJ

Sample : J3629-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 1

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

6.73 71.17 ng 1421640 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 747 (6.731 min): BF106981.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1
20 ®1 o ko oho 750
01 : e B m/z 68.10 40.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 DRSS A SRR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.75%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .84%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180 L
Abundance #52379: Tranylcypromine-propiony! R N EREREEEEEE s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.89%
74.0
5000 98.0 116.0
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106981.D

Aca On : 29 Jun 2018 18:54

Operator : JU/SJ

Sample : J3629-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Propanoic acid, 2-methyl-, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.38 2.78 ng 87608 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-(1.... 286 C16H3004 074381-40-1 90
2 Pentanoic acid. 2.2.4-trimethvl-... 286 C16H3004 1000140-77-5 74
3 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 64
4 Succinic acid. dodecvl tetrahvdr... 370 C21H3805 1000329-87-0 56
5 Propanoic acid, 2-methyl-, 1,2,3... 302 C15H2606 014295-64-8 50
Abundance Scan 1367 (10.378 min): BF106981.D (-1364) (-) m/z 71.00 100.00%
71.0
5000 43.0
111.1 159.1 10.00 10.20 10.40 10.60
Ob b B 2l Tm/z 43.00  47.43%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132857: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
71.0
5000 w—rﬁm
10.00 10.20 10.40 10.60
43.0 m/z 41.00 9.13%
0 . i 89 0 111 0 159 0 243.0
mz-> 20 Jo 60 éo 160 150 140 160 1éo 200 220 240
Abundance
71.0
43.0 10.00 10.20 10.40 10.60
5000 m/z 56.00 8.76%
o 9.0 1570 1590 1g50 2150 2430
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0 10.00 10.20 10.40 10.60
43.0 m/z 111.10 7.09%
5000
ol [ <X 1730 198.0 243.0
mz-> 20 Jo 60 80 100 120 150 160 180 200 220 240 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106981.D

Aca On : 29 Jun 2018 18:54

Operator : JU/SJ

Sample : J3629-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.87 2.73 ng 60771 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Tetracosane 338 C24H50 000646-31-1 64
3 Eicosane 282 C20H42 000112-95-8 59
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 59
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58

Abundance Scan 1451 (10.872 min): BF106981.D (-1448) (-) m/z 57.05 100.00%
57.0
. e AﬁdﬂNAwwAﬁuﬁLumﬂﬂﬂﬂAmvﬂA
1319411 10,60 10.80 11.00 11.20
0 ..Jp.tn* F...., e o o e m/z 43.00 72 .06%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000
85.0 10 60 10.80 11.00 11.20
m/z 71.10 62.21%
0 2%0‘ | | | 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 160 150 200 250 300 350
Abundance
57.0
10.60 10.80 11.00 11.20
5000 85.0 m/z 85.05 44 _03%
29.0
o 113.0141.0169.0197.0225.0253.0281.0309.0338.0
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0 10.60 10.80 11.00 11.20
m/z 41.00 32.03%
5000
85.0
29.0
o ‘ | | [130141.0169.0197.0225.0253.0282.0
m/z--> 100 150 200 250 300 350 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106981.D

Aca On : 29 Jun 2018 18:54

Operator : JU/SJ

Sample : J3629-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecyl heptafluorobutyrate Concentration Rank 6

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

13.95 3.72 ng 93886 Chrysene-di12 14.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93

2 l1-Heptacosanol 396 C27H560 002004-39-9 91

3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91

4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 90

5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1974 (13.948 min): BF106981.D (-1971) (-) m/z 57.10 100.00%

57.1
97.1
5000

i

13.60 13.80 14.00 14.20

0 m/z 55.00 77.71%
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
5000 LA L L L L LB L
13.60 13.80 14.00 14.20
‘ m/z 43.00 72.50%
26.0 169 0 238.0
A | W. 190 20000 o
m/z--> 50 150 200 250 300 350
Abundance
57.0 197.0
o A
13.60 13.80 14.00 14.20
5000 m/z 83.10 70.98%
139.0
0 27.0 168.0 209.0238.0 278.0308.0 348.0378.0
B e LA I
m/z--> 50 100 150 200 250 300 350
Abundance #109268: Ethanol, 2-(tetradecyloxy)- B e
57.0 13.60 13.80 14.00 14.20
m/z 69.05 65.85%
- T WMM
27/0 ‘ ’ ‘ 2 196 0
ol il “ ‘ 3 ﬁjussq 22702F8q — e —
m/z--> 50 150 200 250 300 350 13. 60 13. 80 14. 00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106981.D

Aca On : 29 Jun 2018 18:54

Operator : JU/SJ

Sample : J3629-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Stigmasta-4,6,22-trien-3.be... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.62 23.06 ng 581297 Chrysene-d12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamasta-4.6.22-trien-3.beta.-ol 410 C29H460 096737-58-5 53
2 3-Acetvl-1-(3.4-dimethoxvphenvl)... 410 C23H26N205 090140-65-1 50
3 24(SY-Ethvl-3._alpha..5.alpha.-cv... 410 C29H460 1000105-21-7 50

4 6.9-Methanobenzolhlpentaphene-5.... 410 C27H2204 057427-50-6 42
5 Ferrocene, 1,1",3,3"-tetrakis(1,... 410 C26H42Fe 001317-17-5 42

Abundance Scan 2088 (14.618 min): BF106981.D (-2084) (-) m/z 410.40 100.00%
41p.4
5000
57.0
190.2 " 14.40 14.60 14.80 15.00
‘ .0 154 241.1 307.2 ,‘
Ob k150 DML | L 2411 275.2307.2330.2 379.2) | m/z 57.05 31.96%
miz--> 50 100 150 200 250 300 350 400
Abundance #215913: Stigmasta-4,6,22-trien-3.beta.-ol
410.0
55.0
| U\ S —
14.40 14.60 14.80 15.00
95.0 m/z 395.30 30.81%
e e
o N T N
miz--> 50 100 150 200 250 300 350 400
Abundance
410.0
] e
14.40 14.60 14.80 15.00
5000 3670 m/z 411.40 30.17%
326.0
o430 165.0 205.0 273.0
e T i e
miz--> 50 100 150 200 250 300 350 400
Abundance #215923: 24(S)-Ethyl-3.alpha.,5.alpha.-cyclocholest-22(E)-... R B R R Eas
55.0 410.0 14.40 14.60 14.80 15.00
m/z 190.20 9.72%
271.0
5000 1210 o0 o 367.0
140
T 29 |, o
0 1 P W N ) A
miz--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106981.D

Aca On : 29 Jun 2018 18:54

Operator : JU/SJ

Sample : J3629-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.25 3.57 ng 68598 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 74
2 Pentacosane 352 C25H52 000629-99-2 72
3 Tetracosane 338 C24H50 000646-31-1 72
4 Octadecane 254 C18H38 000593-45-3 72
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 2195 (15.248 min): BF106981.D (-2193) (-) m/z 57.05 100.00%
57.0
991 3952 AL R SN B
151.1 207.0  249.1 50, o mmmmmmmm
0 : m/z 71.05 56.96%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 LR UL SULBULE BRI U
mmmmmmmm
m/z 43.00 49 .10%
0l2%:0) h L ﬂ ] 1410 1830 2250 267.0 309.0  366.0
m/z--> 50 100 1éo 200 2éo 360 3%0 '
Abundance
57.0
"' 15.00 15.20 15.40 15.60
5000 m/z 85.05 41 .68%
99.0
o270 141.0 1830 2250 267.0 3000 352.0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #175557: Tetracosane A REEEEE S
57.0 15.00 15.20 15.40 15.60
m/z 41.00 16.18%
5000
99.0
0 2@0‘ Ty 1410 183.0 225.0 267.0 309.0338.0
m/z--> 55 160 150 200 250 360 3%0 ' 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106981.D

Aca On : 29 Jun 2018 18:54

Operator : JU/SJ

Sample : J3629-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Nonadecane, 9-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.11 4.93 ng 94611 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 92
3 Triacontane 422 C30H62 000638-68-6 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2342 (16.112 min): BF106981.D (-2338) (-) m/z 57.05 100.00%
51.0
2000 /\/x—/\dv/\"/\—“
99.1 e
| dl 1551 197.1 2351267.0 15.80 16.00 16.20 16.40
ol """“"""',“'.'.",'.'...,....,....,... m/z 71.05 72 _65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129499: Nonadecane, 9-methyl-
57.0
5000 R SRR U UL R UL
15.80 16.00 16.20 16.40
99.0 140.0 m/z 43.00 61.21%
0 .“. ‘.‘ I“' “l\ .‘”‘. “‘I IM e l\ FI'830| |22|4|0| 2??(?' T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 52.77%
113.0
0l26.0 183.0 253.0
HELL UL UL UL WAL UL UURLELL SURLELEL WA
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane B R aa e
57.0 15.80 16.00 16.20 16.40
m/z 55.00 26.18%
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> 50 100 1éo 200 250 300 350 400 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\BF062918\
Data File : BF106981.D

Acq On : 29 Jun 2018 18:54

Operator : JU/SJ

Sample - J3629-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.19 9.2 ng 183318 1 6.95 399529 20.0
unknown6.73 6.73 71.2 ng 1421640 1 6.95 399529 20.0
Propanoic acid, 2... 10.38 2.8 ng 87608 3 10.00 629766 20.0
Heptacosane 10.87 2.7 ng 60771 4 11.48 445979 20.0
Heptadecyl heptaf... 13.95 3.7 ng 93886 5 14.14 504262 20.0
Stigmasta-4,6,22-... 14.62 23.1 ng 581297 5 14.14 504262 20.0
Hexacosane 15.25 3.6 ng 68598 6 15.68 383825 20.0
Nonadecane, 9-met... 16.11 4.9 ng 94611 6 15.68 383825 20.0
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