LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110717\
Data File : BF100280.D

Aca On : 7 Nov 2017 13:22

Operator : SJ/JU

Sample : 16336-02

Misc :

ALS Vial : 5 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-BF102317.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 4.928 481 483 503 rBvV2 28066 75438 5.42% 0.596%
2 5.369 555 558 585 rBV2 88690 284234 20.41% 2.246%
3 6.387 729 731 746 rBV2 105240 236565 16.98% 1.869%
4 6.492 746 749 769 rVB 464604 705544 50.65% 5.575%
5 6.710 783 786 798 rBV 490842 510159 36.63% 4.031%
6 6.863 809 812 827 rBV 850534 869989 62.46% 6.875%
7 7.287 881 884 908 rBV 474457 667403 47.92% 5.274%
8 7.992 1001 1004 1018 rBV 753170 795340 57.10% 6.285%
9 8.204 1037 1040 1046 rBV3 11371 22887 1.64% 0.181%
10 8.563 1098 1101 1110 rVB 35955 34937 2.51% 0.276%
11 8.633 1110 1113 1118 rBV3 14646 24957 1.79% 0.197%
12 8.716 1125 1127 1135 rBV 36704 41695 2.99% 0.329%
13 8.810 1140 1143 1153 rVB 67805 73468 5.27% 0.581%
14 9.063 1182 1186 1195 rVB 1622668 1392881 100.00% 11.007%
15 9.181 1202 1206 1215 rVB 36849 43192 3.10% 0.341%

16 9.469 1252 1255 1261 rVB 201588 176811 12.69% 1.397%
17 9.739 1298 1301 1305 rBV 872549 843214 60.54% 6.663%
18 9.775 1305 1307 1315 rVB 216315 239280 17.18% 1.891%
19 9.863 1318 1322 1328 rBV 16287 25009 1.80% 0.198%
20 9.963 1336 1339 1351 rVB 121239 147357 10.58% 1.164%

21 10.057 1351 1355 1363 rBv4 9085 16740 1.20% 0.132%
22 10.298 1394 1396 1404 rBV 148252 155687 11.18% 1.230%
23 10.457 1421 1423 1428 rBV 146420 132202 9.49% 1.045%
24 10.539 1434 1437 1451 rBV 514477 571209 41.01% 4.514%
25 10.680 1458 1461 1463 rBV 22613 23449 1.68% 0.185%

26 11.039 1519 1522 1524 rBV 48504 43307 3.11% 0.342%
27 11.063 1524 1526 1536 rVB 113214 137757 9.89% 1.089%
28 11.233 1552 1555 1559 rBvV 959144 898035 64.47% 7.097%
29 11.263 1559 1560 1568 rVvVv 102976 113311 8.14% 0.895%

30 11.333 1568 1572 1579 rVB2 21301 32387 2.33% 0.256%
31 11.445 1587 1591 1598 rVB2 44382 47905 3.44% 0.379%
32 11.498 1598 1600 1607 rBV 38715 50328 3.61% 0.398%
33 11.751 1640 1643 1647 rBV 167443 165482 11.88% 1.308%
34 11.780 1647 1648 1655 rVB3 16879 26570 1.91% 0.210%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110717\
Data File : BF100280.D

Aca On : 7 Nov 2017 13:22

Operator : SJ/JU

Sample : 16336-02

Misc :

ALS Vial : 5 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-BF102317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.992 1681 1684 1687 rVB 52784 41158 2.95% 0.325%
36 12.439 1757 1760 1763 rBvV4 16701 20866 1.50% 0.165%
37 12.469 1763 1765 1771 rVB 45681 45825 3.29% 0.362%
38 12.533 1773 1776 1785 rVvV 76270 80416 5.77% 0.635%
39 12.621 1788 1791 1793 rBV 46799 39793 2.86% 0.314%
40 12.698 1801 1804 1811 rVB2 32890 39738 2.85% 0.314%

41 12.816 1820 1824 1832 rVB 1291782 1262634 90.65% 9.978%
42 13.321 1907 1910 1914 rVB2 38979 30183 2.17% 0.239%
43 13.692 1969 1973 1981 rBV 198003 216431 15.54% 1.710%
44 13.886 2003 2006 2020 rBV 583822 646174 46.39% 5.106%

45 14.315 2075 2079 2088 rBV2 16507 25906 1.86% 0.205%

46 14.674 2137 2140 2144 rVB 108051 106370 7.64% 0.841%

47 14.921 2178 2182 2185 rBV 20427 19409 1.39% 0.153%

48 15.333 2248 2252 2269 rBvY 246456 415660 29.84% 3.285%

49 15.668 2303 2309 2314 rBV5 11764 20580 1.48% 0.163%

50 15.721 2314 2318 2325 rBV5 9337 18529 1.33% 0.146%
Sum of corrected areas: 12654401
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110717\
Data File : BF100280.D

Aca On : 7 Nov 2017 13:22

Operator : SJ/JU

Sample : 16336-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF100280.D
1500000
1000000
6.86
500000 6.49 6.71 7.29
5.37 6.3
0 49 N
R e e e L e o LA B e e e L s e e o e e LA B B e B e e e B
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: BF100280.D
9/06
1500000
12.82
1000000 11.23
9.74
7.99
10.54
500000
9.47 477 10,3, 11.75
1 9.96 11.0611.26
o\ 820 ssef |(s1e oshioos | | [loes 1P+ fitunso o setto0  dfghen 13,32
L e e e e I B e e e e e e e LA L e B A mo e o e ey i e —T—Th T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100280.D
1500000
1000000
13.89
500000
69 15.33
14.67
o 14.32 )| 1492 153572
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110717\
Data File : BF100280.D

Aca On : 7 Nov 2017 13:22

Operator : SJ/JU

Sample : 16336-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 8

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

4.93 2.96 ng 75438 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 3-Hexanol 102 C6H140 000623-37-0 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 483 (4.928 min): BF100280.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 460 4.80 5.00 5.20
O O B e LI L m/z 59.00 60.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 23.67%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 5.00 520
5000 310 430 73.0 m/z 58.10 16.21%
84.0 101.0 (\N
e S S SIS SULIULS SURILIL IS IULIULS IULR LS LI I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one LI L L B L B |
43.0 460 4.80 5.00 5.20

m/z 41.00 11.60%
5000

55.0
150 270

‘ | Ll | 710 830 980

e e o T S S . Ce——

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110717\
Data File : BF100280.D

Aca On : 7 Nov 2017 13:22

Operator : SJ/JU

Sample : 16336-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2

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

6.49 27.66 ng 705544 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.492 min): BF100280.D (-746) (-) m/z 132.00 100.00%
132.0
5000
68.1
wo || % | TS50 o o o0
0...4M.HW:J..“...H...,” e || M7z 68.10  32.14%
m/z--> 40 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RSN AR SRR A
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.75%
oL ‘ H\ l|H|||l||‘|||||||‘lll|ll ‘. R A WAL a s s
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 65.95 19.36%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil A
132.0 6.20 6.40 6.60 6.80
m/z 69.10 12.51%
5000
105.0
oL B0  TIO | | | 15001780  206.02220
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110717\
Data File : BF100280.D

Aca On : 7 Nov 2017 13:22

Operator : SJ/JU

Sample : 16336-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.46 3.14 ng 132202 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene 182 C12H10N2 000103-33-3 59
3 2.5-Pvrrolidinedione. 1-(benzovl... 219 C11H9NO4 023405-15-4 43
4 Butanenitrile. 2.3-bis(benzovlox... 335 C18H13N304 1000269-66-6 43
5 Benzoylformic acid 150 C8H603 000611-73-4 43
Abundance Scan 1424 (10.463 min): BF100280.D (-1421) (-) m/z 105.00 100.00%
105.0
182.1
5000 o
51.0
| 160 1521 10.20 10.40 10.60 10.80
e N N m/z 182.10 64.44%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 BN R AR AR R
10,20 10.40 10.60 10.80
51.0 m/z 77.00 51.28%
0 ! it 1260 1520 |
mz-> 20 40 60 86 100 120 140 160 180 200 220
Abundance
77.0
o 10120 1040 1060 1080
5000 m/z 181.10 19.51%
51.0 105.0
6270 1280 1920
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76357: 2,5-Pyrrolidinedione, 1-(benzoyloxy)-
105.0 10.20 10.40 10.60 10.80
m/z 51.00 17.39%
5000 7.0
51.0
0 Iy ‘ | 219.0 A
mz-> 20 4'0 60 8|0 100 120 140 160 180 200 220 10,20 10.40 10,60 10.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110717\
Data File : BF100280.D

Aca On : 7 Nov 2017 13:22

Operator : SJ/JU

Sample : 16336-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 9H-Fluoren-9-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.06 3.07 ng 137757 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 91
2 Benzoflhlcinnoline 180 C12H8N2 000230-31-9 86
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 49
4 5-Methoxv-4-methvl-2.1.3-benzoth... 180 C8H8N20S 089976-68-1 47
5 7-Nitro-3H-imidazo[4,5-b]pyridin... 180 C6H4N403 014432-11-2 25
Abundance Scan 1526 (11.063 min): BF100280.D (-1524) (-) o m/z 180.05 100.00%
180.1
5000 152.1
76.0
50.0 97.9 126.0 10.80 11.00 11.20 11.40
O dth L2 i 2L 7715205 40.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45753: 9H-Fluoren-9-one
180.0
5000
152.0 10.80 11.00 11.20 11.40
76.0 ’ m/z 151.00 20.87%
o270 500 | 900 111.0126.0 I
m/z--> 25 45 éo 85 160 150 150 1éo 180 260
Abundance
180.0
152.0
10.80 11.00 11.20 11.40
5000 m/z 150.10 13.90%
76.0
50.0 9.0 126.0
T S S L UL L U B SR WAL W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45757: 1H-Phenalen-1-one e
180.0 10.80 11.00 11.20 11.40
152.0 m/z 76.00 12.97%
5000
76.0
280 500 | | 9801120260 || .
m/z--> 25 45 éo 8b 160 150 150 1éo 180 260 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110717\
Data File : BF100280.D

Aca On : 7 Nov 2017 13:22

Operator : SJ/JU

Sample : 16336-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.75 3.69 ng 165482 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Trehalose 342 C12H22011 000099-20-7 47
Abundance Scan 1643 (11.751 min): BF100280.D (-1640) (-) m/z 73.00 100.00%
431 30
5000 129.1
97.1 S .- TV \ W
'J‘“ 1571 1851 2132 256.2 1140 11.60 11.80 12.00
0 m/z 60.00 85.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 U L SRR UL B
83.0 11.40 11.60 11.80 12.00
Ji 1570 1geo 2130 260 | M/Z 43.10  81.12%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11.40 11.60 11.80 1200
5000 129.0 m/z 57.05 67.34%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid R kB AT e
73.0 11.40 11.60 11.80 12.00
43.0 m/z 55.05 60.95%
5000 129.0
0 S nJK?TﬁAﬁTTﬁ
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110717\
Data File : BF100280.D

Aca On : 7 Nov 2017 13:22

Operator : SJ/JU

Sample : 16336-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.69 6.70 ng 216431 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93

Abundance Scan 1973 (13.692 min): BF100280.D (-1969) (-) m/z 83.10 100.00%

5000

13.40 13.60 13.80 14.00
m/z 57.10 97.14%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0

5000
13.40 13.60 13.80 14.00
m/z 97.10 90.00%
29.0 139.0
ol Lol "~ 167.0 196.0  238.0 266.0294.0
S ) L
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55,0 83.0
13.40 13.60 13.80 14.00
5000 111.0 m/z 55.05 80.05%
29.0 139.0

167.0 196.0 224.0 252.0 280.0 308.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0 13.40 13.60 13.80 14.00

m/z 43.10 75 .35%

139.0
\ 167.0195.0222.0 250.0 280.0 308.0 336.0 My

0,“‘,,,

T T I T
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

5000
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110717\
Data File : BF100280.D

Aca On : 7 Nov 2017 13:22

Operator : SJ/JU

Sample : 16336-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.67 5.12 ng 106370 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 47
5 Nerolidol 1 222 C15H260 1000285-43-5 45
Abundance Scan 2139 (14.668 min): BF100280.D (-2137) (-) m/z 69.05 100.00%
69.0
5000
Lo a0 1460 1450 15,00
ob b g g 2090 m/z 81.00 53.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 L B SURLL S B
14.40 14.60 14.80 15.00
1370 m/z 41.00 25.40%
0 290’ _ | [ 10707777 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance
69.0
14.40 14.60 14.80 15.00
5000 m/z 95.00 14 .83%
137.0
0 29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethy!-
69.0 14.40 14.60 14.80 15.00
m/z 68.10 13.77%
5000
136.0
0 239‘ ‘\ | 1050, | 177.0 21502480
m/z--> " 100 150 200 250 300 350 400 14,40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110717\
Data File : BF100280.D

Acq On : 7 Nov 2017 13:22

Operator : SJ/JU

Sample - 16336-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 .93 3.0 ng 75438 1 6.71 510159 20.0
unknown6 .49 6.49 27.7 ng 705544 1 6.71 510159 20.0
Benzophenone 10.46 3.1 ng 132202 3 9.74 843214 20.0
9H-Fluoren-9-one 11.06 3.1 ng 137757 4 11.23 898035 20.0
n-Hexadecanoic acid 11.75 3.7 ng 165482 4 11.23 898035 20.0
1-Heneicosanol 13.69 6.7 ng 216431 5 13.89 646174 20.0
Supraene 14.67 5.1 ng 106370 6 15.33 415660 20.0
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