LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099411.D

Aca On : 12 Oct 2017 22:52

Operator : SJ/JU

Sample : 15729-11

Misc :

ALS Vial : 16 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:\HPCHEM1I\BNA F\METHODS\8270-BF092317.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 2.134 6 8 36 rvB4 90099 310176 14.74% 1.451%
2 5.075 505 508 522 rBV 255012 331238 15.74% 1.549%
3 5.475 572 576 591 rBY 1860386 1920526 91.28% 8.983%
4 6.486 743 748 751 rBVY 1963116 1913184 90.94% 8.948%
5 6.622 767 771 775 rBVY 2186816 2001512 95.13% 9.362%
6 6.851 806 810 816 rBV 799620 639229 30.38% 2.990%
7 7.010 833 837 840 rBVY 1775893 1586260 75.40% 7.419%
8 7.416 901 906 909 rBVY 1310265 1204693 57.26% 5.635%
9 8.133 1024 1028 1031 rBvY 1036755 828025 39.36% 3.873%
10 9.204 1205 1210 1214 rBvV 2279383 2103886 100.00% 9.840%

11 9.598 1274 1277 1285 rVB 269365 213180 10.13% 0.997%
12 9.751 1299 1303 1308 rBV 123358 108106 5.14% 0.506%

13 9.810 1308 1313 1318 rBV2 19506 23438 1.11% 0.110%
14 9.886 1322 1326 1330 rBV 943196 811933 38.59% 3.798%
15 10.304 1394 1397 1401 rVB 32096 26027 1.24% 0.122%
16 10.598 1441 1447 1449 rBV2 29000 29305 1.39% 0.137%
17 10.674 1456 1460 1471 rVB 978998 918456 43.66% 4._.296%
18 10.780 1475 1478 1487 rVB2 37468 57800 2.75% 0.270%
19 11.227 1550 1554 1556 rBV2 28898 24965 1.19% 0.117%

20 11.374 1575 1579 1581 rBV 824678 676063 32.13% 3.162%

21 11.398 1581 1583 1588 rVvVv 236219 184123 8.75% 0.861%

22 11.451 1588 1592 1595 rVB 112263 91468 4 _35% 0.428%
23 11.610 1614 1619 1622 rBV2 23166 27927 1.33% 0.131%
24 11.874 1659 1664 1665 rBV 31196 26838 1.28% 0.126%
25 11.904 1666 1669 1674 rVB 42983 43764 2.08% 0.205%
26 11.951 1674 1677 1680 rBV 26506 22045 1.05% 0.103%
27 11.986 1680 1683 1686 rBV 45289 54797 2.60% 0.256%
28 12.421 1752 1757 1759 rBV 25092 27711 1.32% 0.130%
29 12.515 1769 1773 1777 rVB4 19879 23734 1.13% 0.111%

30 12.586 1782 1785 1789 rBV 339879 285636 13.58% 1.336%

31 12.680 1798 1801 1805 rBV 41286 39268 1.87% 0.184%
32 12.815 1818 1824 1827 rBV 293028 301532 14.33% 1.410%
33 12.957 1843 1848 1851 rBV 1549062 1413335 67.18% 6.611%
34 13.033 1857 1861 1865 rBV3 21400 36672 1.74% 0.172%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099411.D

Aca On : 12 Oct 2017 22:52

Operator : SJ/JU

Sample : 15729-11

Misc :

ALS Vial : 16 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:\HPCHEM1I\BNA F\METHODS\8270-BF092317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.145 1872 1880 1883 rBV 48723 71744 3.41% 0.336%
36 13.210 1888 1891 1893 rVV 39134 30427 1.45% 0.142%
37 13.245 1893 1897 1900 rVv2 28082 33476 1.59% 0.157%
38 13.657 1964 1967 1970 rVB 28437 26229 1.25% 0.123%
39 13.762 1982 1985 1987 rBV2 30071 25424 1.21% 0.119%
40 13.839 1995 1998 2000 rBV3 64707 64597 3.07% 0.302%
41 13.862 2000 2002 2005 rVB 35163 30097 1.43% 0.141%

42 14.015 2023 2028 2031 rBV2 785587 844855 40.16% 3.952%
43 14.039 2031 2032 2038 rVB 153712 109607 5.21% 0.513%

44 14.162 2051 2053 2059 rBV5 20716 23671 1.13% 0.111%
45 14.398 2091 2093 2096 rVB2 41841 35493 1.69% 0.166%
46 14.545 2116 2118 2123 rVB6 26388 22934 1.09% 0.107%
47 14.751 2150 2153 2158 rBV2 74397 85432 4._.06% 0.400%
48 15.056 2201 2205 2208 rBV 140949 205522 9.77% 0.961%
49 15.162 2220 2223 2229 rBVY 61402 82579 3.93% 0.386%

50 15.362 2253 2257 2262 rVB 106624 154106 7.32% 0.721%
51 15.421 2263 2267 2272 rBV 138605 164898 7.84% 0.771%
52 15.486 2273 2278 2282 rBV 421600 556884 26.47% 2.605%
53 15.909 2346 2350 2355 rVB3 52040 68657 3.26% 0.321%
54 16.409 2430 2435 2440 rVB3 55903 92444 4_.39% 0.432%
55 16.962 2525 2529 2541 rVB2 69178 198558 9.44% 0.929%

56 17.409 2601 2605 2616 rVB 69102 145536 6.92% 0.681%

Sum of corrected areas: 21380022
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099411.D

Aca On : 12 Oct 2017 22:52

Operator : SJ/JU

Sample : 15729-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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: BF099411.D

2000000 547
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e e e e —
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

Abundance TIC: BF099411.D
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Abundance TIC: BF099411.D
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1500000

1000000

14.02
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099411.D

Aca On : 12 Oct 2017 22:52

Operator : SJ/JU

Sample : 15729-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.13 9.70 ng 310176 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 33
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
5 Isobutylamine 73 C4H11N 000078-81-9 5

Abundance Scan 7 (2.128 min): BF099411.D (-6) (-) m/z 73.00 100.00%
73.0
5000
430 550 87.0
N | | ‘ | 220 2.30 2.40 250
O”P“WWW“”W”P”WWW““W“'WP“WMW““PWP'WMW“W“LPWP“ m/z 55.00 32.36%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 s AR AR AR AR B
43.0 2.20 2.30 2.40 2.50
5.0 87.0 m/z 87.00 28.40%
0 %D%O\‘ ‘ NO\‘%O
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73.0
o 35 3 2o ok
5000 ' m/z 43.00 27.21%
27.0
15.0 81.0
S AL S ) ML) KA A KA KA LAY KA Rk MR KAk ALY KRR KA MR KAkt A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1877: Acetamide, N-ethyl- B R B o e o SR
30.0 2.20 2.30 2.40 2.50
m/z 71.00 21.28%
5000 430 87.0
15.0 72.0
0 | ull o 87.0 52.0 59.0
miz-> 5 1015 20 25 30 % 40 45 50 55 60 6 70 75 80 85 %0 9% 220 230 2.40 250
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099411.D

Aca On : 12 Oct 2017 22:52

Operator : SJ/JU

Sample : 15729-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
507 10.36ng 331238 1,4-Dichlorobenzene-da 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 64

000540-88-5 39
001116-98-9 17

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 507 (5.069 min): BF099411.D (-505) (-) m/z 42.95 100.00%

43.0
59.0
5000
101.0 L B N N e
| 83.0 480 5.00 5.20 5.40
Nt R m/z 59.00 56.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LANLINL L L L L L L LB
4.80 5.00 5.20 5.40
59.0 m/z 101.00 17.87%
101.0
0 27\9\ L . ‘ 70.0 83'0 ,
P P e e e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
e e e A BEEEE
570 4.80 500 520 5.40
5000 m/z 58.00 16.30%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A R Eam man
59.0 480 5.00 5.20 5.40
m/z 41.10 8.77%
5000 41.0
o Wl 730 1260 1450 A
rrr e e e e e e e e L e e L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099411.D

Aca On : 12 Oct 2017 22:52

Operator : SJ/JU

Sample : 15729-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.62 Concentration Rank 1

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

6.62 62.62 ng 2001510 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 771 (6.622 min): BF099411.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 500 || gre S 1140 520 64 Gko 550 700
0..“”.“”.“”.L“.“L.“:mpﬂnp.”“.npwnp.“,“”,h”,” m/z 68.10 36.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR LS UL R
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.21%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.89%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA LN BN BN R}
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .43%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099411.D

Aca On : 12 Oct 2017 22:52

Operator : SJ/JU

Sample : 15729-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.75 3.07 ng 85432 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 89
2 Tetradecanamide 227 C14H29NO 000638-58-4 59
3 Hexadecanamide 255 C16H33NO 000629-54-9 59
4 Octanamide 143 C8H17NO 000629-01-6 59
5 Octadecanamide 283 C18H37NO 000124-26-5 47
Abundance Scan 2153 (14.751 min): BF099411.D (-2150) (-) m/z 59.00 100.00%
54.0
5000
201.0 233.1 267.0 3001 327.0 14.40 14.60 14.80 15.00
o m/z 72.00 71.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 LN LI UL S LIS
14.40 14.60 14.80 15.00
m/z 55.10 50.87%
29.0 86.0 126.0
Oty 540, 18402100 2080 2810
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
14.40 14.:60 14.80 15.00
5000 m/z 43.10 29.76%
29.0 97.0 1280 .. 1840 2270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106565: Hexadecanamide R B .
54.0 14.40 14.60 14.80 15.00
m/z 69.05 29.01%
5000
o 290/ “860 114014201700 2120 2550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099411.D

Aca On : 12 Oct 2017 22:52

Operator : SJ/JU

Sample : 15729-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.36 5.53 ng 154106 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 99
2 Benzolklfluoranthene 252 C20H12 000207-08-9 98
3 Benzolelpvrene 252 C20H12 000192-97-2 98
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 96

Abundance Scan 2257 (15.362 min): BF099411.D (-2253) (-) m/z 252.10 100.00%

25p.1

5000

125.1

15.00 15.20 15.40 15.60
99.0
o 421 741 158.1 278.1  316.1 m/z 250.10 28_61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104215: Perylene

197.9 224.0

5000
15.00 15.20 15.40 15.60

m/z 253.10 22.16%

150.0174.0198.0 224.0

27.0 50.0 74.0 99.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252.0
R e o e e
15.00 15.20 15.40 15.60
5000 m/z 125.10 17.69%
126.0
o 74.0 99.0 200.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104221: Benzo[e]pyrene s B I
252.0 15.00 15.20 15.40 15.60

m/z 126.00 17.09%

5000

ol 410 74.0 100.0 150.0174.0 200.0224.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099411.D

Aca On : 12 Oct 2017 22:52

Operator : SJ/JU

Sample : 15729-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9
R.T. EstConc Area Relative to ISTD R.T.

15.91 2.47 ng 68657 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Eilcosane 282 C20H42 000112-95-8 76
3 Heneicosane 296 C21H44 000629-94-7 62
4 Docosane 310 C22H46 000629-97-0 62
5 Octadecane 254 C18H38 000593-45-3 58

Abundance Scan 2350 (15.909 min): BF099411.D (-2346) (-) m/z 57.05 100.00%

57.0

5000

15.60 15.80 16.00 16.20

(o} m/z 71.05 76.64%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
5000 85.0 II|IIII|IIII|IIII|IIII|
15.60 15.80 16.00 16.20
m/z 85.05 61.00%
113.0 226.0
(200 1| [FIAO0107.0200
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
A RERREEESS
15.60 15.80 16.00 16.20
5000 85.0 m/z 43.10 54_.71%
29.0
o 113.0141.0169.0197.0225.0 253,0 282.0
—— T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane AR e R RE
57.0 15.60 15.80 16.00 16.20
m/z 55.00 23.76%
5000 85.0
oL S0 | [ 014101600197.002502530 2960
— e e e e A RERREEEEE
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099411.D

Aca On : 12 Oct 2017 22:52

Operator : SJ/JU

Sample : 15729-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Docosane, 11-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.41 3.32 ng 92444 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 68
2 Tricosane 324 C23H48 000638-67-5 64
3 Hexacosane 366 C26H54 000630-01-3 62
4 Triacontane 422 C30H62 000638-68-6 62
5 2-methyloctacosane 408 C29H60 1000376-72-8 62
Abundance Scan 2435 (16.409 min): BF099411.D (-2430) (-) m/z 57.00 100.00%
571.0
5000 | L’J\%

3041 16.00 16.20 1640 16.60 16.80
o’ m/z 71.05 71.38%

m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57.0

113.0

140.0 181.0 225.1531280.1

5000 85.0 L e e
1600 16. 20 16. 40 16. 60 1680

m/z 85.05 51.96%

113.0
ol bl ‘}4}01690 210023902670 809.0336,0 366.0
T e e [ S e e
mz--> 50 100 15 200 250 300 350
Abundance
57.0

16 00 16. 20 16. 40 16. 60 16.80

5000 85.0 m/z 43.10 49 _.99Y%
29.0 1130141 0160.0197.0225.0253.0081 0 3240
ol b by e e e e —
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane O I o o S,
57.0 16.00 16,20 16.40 16.60 16.80
m/z 55.00 21.96%
5000 85.0
29.0
L0 h L ﬂf?9}410;690191022502530 295.0323.0 _ 367.0
i B B e e S
mz--> 50 100 150 200 250 300 350 16.00 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101217\
Data File : BF099411.D

Acq On : 12 Oct 2017 22:52

Operator : SJ/JU

Sample : 15729-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.13 9.7 ng 310176 1 6.85 639229 20.0
2-Pentanone, 4-hy... 5.07 10.4 ng 331238 1 6.85 639229 20.0
unknown6 .62 6.62 62.6 ng 2001510 1 6.85 639229 20.0
9-Octadecenamide, ... 14.75 3.1 ng 85432 6 15.49 556884 20.0
Perylene 15.36 5.5 ng 154106 6 15.49 556884 20.0
Hexadecane 15.91 2.5 ng 68657 6 15.49 556884 20.0
Docosane, 11-butyl- 16.41 3.3 ng 92444 6 15.49 556884 20.0
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