LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109002.D

Aca On : 14 Sep 2018 18:36

Operator : JU/SJ

Sample : J4906-13

Misc :

ALS Vial : 11 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-BF091418 .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 4.913 434 438 446 rVB 91027 111756 3.83% 0.349%
2 5.325 503 508 512 rBVY 2431196 2512458 86.06% 7 .855%
3 6.354 677 683 687 rBY 2750421 2706112 92.69% 8.461%
4 6.490 701 706 709 rBVY 2742487 2668121 91.39% 8.342%
5 6.719 741 745 748 rBVY 1228886 928600 31.81% 2.903%
6 6.878 767 772 775 rBV 2398442 2062043 70.63% 6.447%
7 7.278 835 840 843 rBVY 1901902 1710889 58.60% 5.349%
8 8.001 959 963 966 rBY 1446306 1206396 41.32% 3.772%
9 9.078 1141 1146 1149 rBV 3485486 2919394 100.00% 9.127%
10 9.466 1209 1212 1216 rBV 365219 284418 9.74% 0.889%

11 9.748 1256 1260 1264 rBV2 1599548 1405786 48.15% 4 _.395%
12 10.530 1389 1393 1406 rBV 2129010 2021717 69.25% 6.321%
13 11.225 1507 1511 1514 rBV 1731398 1502415 51.46% 4.697%

14 11.248 1514 1515 1518 rVV 169622 92560 3.17% 0.289%
15 11.295 1518 1523 1527 rVB2 33553 34706 1.19% 0.109%
16 11.724 1593 1596 1598 rBV 58992 47761 1.64% 0.149%
17 11.766 1598 1603 1607 rvv2 190827 227444 7.79% 0.711%
18 11.836 1611 1615 1617 rVV 81816 91656 3.14% 0.287%
19 11.860 1617 1619 1624 rVB 54001 44004 1.51% 0.138%
20 12.019 1644 1646 1648 rBV 45727 37602 1.29% 0.118%
21 12.272 1683 1689 1692 rBV 66608 70475 2.41% 0.220%
22 12.354 1701 1703 1708 rVB5 28460 36264 1.24% 0.113%

23 12.430 1713 1716 1721 rVB 255489 221994 7.60% 0.694%
24 12.654 1749 1754 1757 rBV 355895 322604 11.05% 1.009%

25 12.719 1764 1765 1769 rVB 43966 34485 1.18% 0.108%
26 12.807 1776 1780 1784 rBV 2898325 2804173 96.05% 8.767%
27 12.877 1787 1792 1795 rBV3 50760 66244 2.27% 0.207%
28 12.966 1803 1807 1808 rBV2 41272 47960 1.64% 0.150%
29 12.983 1808 1810 1813 rVB2 67558 60793 2.08% 0.190%
30 13.054 1819 1822 1825 rVB 81864 72375 2.48% 0.226%
31 13.089 1825 1828 1831 rVB 68791 60081 2.06% 0.188%
32 13.177 1841 1843 1846 rVB 53028 47184 1.62% 0.148%
33 13.213 1846 1849 1852 rVB 52144 42035 1.44% 0.131%
34 13.295 1854 1863 1868 rBV6 49236 79804 2.73% 0.250%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109002.D

Aca On : 14 Sep 2018 18:36

Operator : JU/SJ

Sample : J4906-13

Misc :

ALS Vial : 11 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\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.395 1877 1880 1886 rVB2 81948 93052 3.19% 0.291%
36 13.483 1889 1895 1902 rBV3 36987 57049 1.95% 0.178%
37 13.595 1909 1914 1918 rBV2 40179 63815 2.19% 0.200%

38 13.713 1931 1934 1941 rVB2 224216 331051 11.34% 1.035%
39 13.848 1952 1957 1960 rBV 1309548 1424007 48.78% 4.452%
40 13.871 1960 1961 1968 rVB 167109 145173 4.97% 0.454%

41 14.036 1986 1989 1993 rBVY 104472 95495 3.27% 0.299%
42 14.236 2018 2023 2026 rBVY 58113 65628 2.25% 0.205%
43 14.265 2026 2028 2032 rVB2 46640 44694 1.53% 0.140%

44 14.342 2032 2041 2046 rBV4 146959 265001 9.08% 0.829%
45 14.636 2088 2091 2095 rVvB2 133290 133382 4._.57% 0.417%

46 14.707 2100 2103 2107 rVB 100488 95279 3.26% 0.298%
47 14.854 2123 2128 2137 rBVY 102320 202280 6.93% 0.632%
48 14.954 2141 2145 2148 rBVY 152557 167040 5.72% 0.522%
49 15.136 2172 2176 2180 rVB 76855 82470 2.82% 0.258%
50 15.189 2181 2185 2191 rVB2 120818 143080 4_90% 0.447%

51 15.254 2191 2196 2200 rBV 970848 1089743 37.33% 3.407%
52 15.307 2202 2205 2210 rVB 113712 144098 4.94% 0.451%
53 15.712 2268 2274 2280 rBV2 109987 181720 6.22% 0.568%
54 15.765 2280 2283 2292 rVB7 30383 61338 2.10% 0.192%
55 16.183 2345 2354 2361 rBV3 83097 175348 6.01% 0.548%

56 16.448 2393 2399 2404 rVBS8 17004 41237 1.41% 0.129%

57 16.589 2418 2423 2432 rVB2 47458 93539 3.20% 0.292%

58 16.724 2441 2446 2456 rBV5 42993 108862 3.73% 0.340%

59 16.818 2456 2462 2468 rVV3 14850 34536 1.18% 0.108%

60 16.995 2487 2492 2501 rVB 34295 63646 2.18% 0.199%
Sum of corrected areas: 31984872
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109002.D

Aca On : 14 Sep 2018 18:36

Operator : JU/SJ

Sample : J4906-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF109002.D
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8270-BF091418.M Mon Sep 17 14:54:03 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109002.D

Aca On : 14 Sep 2018 18:36

Operator : JU/SJ

Sample : J4906-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 11

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

4.91 2.41 ng 111756 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 437 (4.907 min): BF109002.D (-434) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 83.1 | 4.60 4.80 5.00 5.20
oY 1 SMBUCHRROY PSS SRSV NS m/z 59.10 54.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DS SRR RN R
4.60 4.80 5.00 5.20
59.0 m/z 101.00 19.74%
270 || 830 101.0
o v MOV NN VLN -1 T -~ M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 4.80 500 520
5000 m/z 58.00 16.51%
20.0 101.0
ol B0 Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e EEEmamm s
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.21%
5000
101.0
o 180 30 || %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20

8270-BF091418.M Mon Sep 17 14:54:03 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109002.D

Aca On : 14 Sep 2018 18:36

Operator : JU/SJ

Sample : J4906-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 1

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

6.49 57.47 ng 2668120 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 706 (6.490 min): BF109002.D (-701) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 RS R R
40.0 540 J 6.20 6.40 6.60 6.80
O‘M.'Pﬁo. dgso o m/z 68.10 41.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 ISR R R A
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 33.64%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 o ko ko
5000 980 1160 m/z 66.00 26.38%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T T
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.76%
117.0
5000
91.0
T, Lo
0|'“"f'“M'NH'”M"”'lw"hl'“‘w""l""l"" ISR R R A
m/z--> 20 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\BF091418\
Data File : BF109002.D

Aca On : 14 Sep 2018 18:36

Operator : JU/SJ

Sample : J4906-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.03 ng 227444 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 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1604 (11.772 min): BF109002.D (-1598) (-) m/z 73.10 100.00%
41
43.0
5000 129.0
97.1 213.2 R R
1711 256.2 1140 1160 11,80 12.00
0 m/z 43.05 74 .63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 R DR SRR DR
83.0 11.40 11.60 11.80 12.00
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  72.71%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 11140 11,60 11.80 1200
5000 129.0 m/z 57.10 62 .29%
oL bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0 11.40 11.60 11.80 12.00
m/z 55.00 55.51%
5000 129.0 “’L
0}§?H'W'“ LN SUNIURA AU SUNE
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\BF091418\
Data File : BF109002.D

Aca On : 14 Sep 2018 18:36

Operator : JU/SJ

Sample : J4906-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.71 4.65 ng 331051 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 1934 (13.713 min): BF109002.D (-1931) (-) m/z 57.05 100.00%

57. 1

E

5000
13.40 13.60 13.80 14.00
208.0 246.1
O m/z 43.05 99.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
550 83.0
5000 LA L L L L L L LB LB |
13.40 13.60 13.80 14.00
m/z 83.10 92.49%
29.0 139.0
o " 167.0 196.0 238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
N R RERE e
97.0 13.40 13.60 13.80 14.00
5000 m/z 55.10 91.73%
29.0 125.0
0 Ll 154.0  196.0 224.0 269.0 320.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol B AL B S S
55,0 13.40 13.60 13.80 14.00
m/z 69.05 85.91%
5000
29.0 139.0
0 Lo 167.0 196.0 224.0 252.0 280.0 308.0
EARERALE Lans LA L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109002.D

Aca On : 14 Sep 2018 18:36

Operator : JU/SJ

Sample : J4906-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Hentriacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .34 3.72 ng 265001 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptadecane 240 C17H36 000629-78-7 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 83
Abundance Scan 2041 (14.342 min): BF109002.D (-2032) (-) m/z 57.10 100.00%
57.1
5000
% 244.1 14.00 14.20 1440 1460
141.2 : . . .
0...-.,....", b e 3832 0 L B8 Tm/z 71.05  70.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 L L BURBLLE UL R B

14,00 14.20 1440 14.60
m/z 43.05 61.10%

o Il lll 141.0 183.0 225.0 267.0 309.0 351.0 437.0
co e L T T S
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
e e
14.00 14.20 14.40 14.60
5000 m/z 85.10 55.74%
99.0
0l15.0] . ] | ]\J 141.0 1830 225.0 296.0
e i R T e e AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane R AR B
57.0 14.00 14.20 14.40 14.60
m/z 55.05 25.34%
5000
99.0
o1, |l | | ; 1410 1830 2250 267.0 309.0 367.0
Tt T e B N e e
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\BF091418\
Data File : BF109002.D

Aca On : 14 Sep 2018 18:36

Operator : JU/SJ

Sample : J4906-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.64 2.45 ng 133382 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
Abundance Scan 2092 (14.642 min): BF109002.D (-2088) (-) m/z 57.05 100.00%
57.0
5000
e 256.1 1440 1460 1480 1500
141 1 183 1 . X . .
0..-.|,- '““ o PO 2O L m/z 71.10 72.56%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
5000 LRI UL B BULRL R
mmmmmmmm
m/z 43.05 60.29%
99.0
o210l | 7], 1410 1830 268.0
m/z--> 55 100 1%0 260 250 360 3éo
Abundance #209566: Octacosane
57.0
"' 1440 14.60 14.80 15.00
5000 m/z 85.05 55.58%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 350
Abundance #175557: Tetracosane L e B el
57.0 14.40 14.60 14.80 15.00
m/z 55.05 22.91%
5000
99.0
ﬁWH|idimm1%02M2N0%%m0
m/z--> 50 160 150 200 250 360 3éo ' 1420 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109002.D

Aca On : 14 Sep 2018 18:36

Operator : JU/SJ

Sample : J4906-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.95 3.07 ng 167040 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heneicosane 296 C21H44 000629-94-7 60
3 Hexacosane 366 C26H54 000630-01-3 60
4 10-Methvlnonadecane 282 C20H42 056862-62-5 58
5 Eicosane 282 C20H42 000112-95-8 53
Abundance Scan 2144 (14.948 min): BF109002.D (-2141) (-) m/z 57.10 100.00%
57.1
85.1
5000 2521
155.1 224 0 14.60 14.80 15.00 15.20
ol | A lll-'l a, 0183l gDy e m/z 71.05 72.32%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 U DO DR BN SIS
85.0 14. 60 14. 80 15. 00 15.20
29.0 m/z 43.05 62.18%
o ,|J l 113.0141.0160.0197.0226.0
m/z--> éo 100 1%0 200 2%0 360 3%0
Abundance #141426: Heneicosane
57.0
650 14.60 14.80 15.00 15.20
5000 ‘ m/z 85.10 54 _73%
29.0 13 0
ol L [ 141-0169.0197.0025.0253.0  296.0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane L LI L L L BN B
57.0 14.60 14.80 15.00 15.20
m/z 252.10 40.54%
5000 85.0
. 290 i [ s 0169.0197.0225,02530 295.0323.0 _ 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 351;0 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109002.D

Aca On : 14 Sep 2018 18:36

Operator : JU/SJ

Sample : J4906-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 9
R.T. EstConc Area Relative to ISTD R.T.
15.31 2.64 ng 144098 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2206 (15.312 min): BF109002.D (-2202) (-) m/z 57.10 100.00%
51.1
5000
" 550 15120 1540 1560
41.1 . . . .
0 1921 el 2 m/z 71.05 75.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 U A DO B B
15.00 15.20 15.40 15.60
99.0 m/z 43.05 59.96%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 57.89%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 200 250 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl- B e B R E e
57.0 15.00 15.20 15.40 15.60
m/z 99.05 21.38%
5000
99.0
oL 4 d iy 140 1830 2330 2810 3230
m/z--> 5'0 1(')0 1&'30 200 250 300 3%0 4(|)O 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109002.D

Aca On : 14 Sep 2018 18:36

Operator : JU/SJ

Sample : J4906-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 5

R.T. EstConc Area Relative to ISTD R.T.
15.71 3.34 ng 181720 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90

Abundance Scan 2274 (15.712 min): BF109002.D (-2268) (-) m/z 57.05 100.00%
510
5000
990 rTyrrrryrrrryrrrT T TTT
1 1 266.1 15.40 15.60 15.80 16.00
I L | m/z 71.10 81.49%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 R R SO SRR
1540 15.60 15.80 16.00
99.0 m/z 43.10 64 .53%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 58.15%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #215181: 2-methyloctacosane R n m A a o MM
57.0 15.40 15.60 15.80 16.00
m/z 55.10 20.90%
5000
99.0
ot ‘, | ” | 141.0 183.0 225.0 267.0 309.0  365.0
m/z--> 50 100 1&'30 200 250 300 350 400 1540 15.60 15.80 16.00

8270-BF091418.M Mon Sep 17 14:54:10 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109002.D

Aca On : 14 Sep 2018 18:36

Operator : JU/SJ

Sample : J4906-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.18 3.22 ng 175348 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2353 (16.177 min): BF109002.D (-2345) (-) m/z 57.05 100.00%
5%.0
e 15130 16,00 1020 1640 "
411 ) 276.2 - : :
I ||, L g Rt e | Tm/z 71.10  71.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 AR BN SRR B B
mmmmmmmm
99.0 m/z 43.05 58.31%
AR R Y L 4}? 1830 2250 2820
m/z--> éo 160 150 260 2éo 360 3%0 460
Abundance #219831: Triacontane
57.0
15,80 16.00 16.20 16.40
5000 m/z 85.10 56.88%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 200 250 360 3%0 460
Abundance #141426: Heneicosane B B L o m Bt
57.0 15.80 16.00 16.20 16.40
m/z 99.10 21.27%
5000
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> 5'0 100 1&'30 200 250 3(')0 350 4c')o 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091418\
Data File : BF109002.D

Acq On : 14 Sep 2018 18:36

Operator : JU/SJ

Sample - J4906-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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 .91 2.4 ng 111756 1 6.72 928600 20.0
unknown6 .49 6.49 57.5 ng 2668120 1 6.72 928600 20.0
n-Hexadecanoic acid 11.77 3.0 ng 227444 4 11.22 1502420 20.0
1-Heneicosanol 13.71 4.7 ng 331051 5 13.85 1424010 20.0
Hentriacontane 14_34 3.7 ng 265001 5 13.85 1424010 20.0
Nonadecane 14 .64 2.5 ng 133382 6 15.25 1089740 20.0
Hexadecane 14.95 3.1 ng 167040 6 15.25 1089740 20.0
Heneicosane 15.31 2.6 ng 144098 6 15.25 1089740 20.0
2-methyloctacosane 15.71 3.3 ng 181720 6 15.25 1089740 20.0
Eicosane 16.18 3.2 ng 175348 6 15.25 1089740 20.0
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