LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100297.D

Aca On : 8 Nov 2017 17:49

Operator : SJ/JU

Sample : 16351-01 100X

Misc :

ALS Vial : 8 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-BF110817.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 6.898 814 818 822 rVB 1453098 1146908 43.35% 6.596%
2 8.180 1032 1036 1039 rVB 1914468 1514708 57.26% 8.711%
3 9.333 1229 1232 1235 rBV 29483 28401 1.07% 0.163%
4 9.645 1282 1285 1289 rBV3 64646 60743 2.30% 0.349%
5 9.804 1307 1312 1314 rBv4 34168 37127 1.40% 0.214%
6 9.845 1317 1319 1324 rVB2 62084 66696 2.52% 0.384%
7 9.933 1328 1334 1338 rVvv 1711192 1635649 61.83% 9.407%
8 10.069 1355 1357 1360 rBV 71979 53318 2.02% 0.307%
9 10.121 1363 1366 1369 rVB 64856 56253 2.13% 0.324%
10 10.227 1380 1384 1386 rBvV 62536 56222 2.13% 0.323%

11 10.345 1399 1404 1410 rVB5 82565 116727 4.41% 0.671%
12 10.416 1414 1416 1420 rVB 125031 101120 3.82% 0.582%
13 10.474 1424 1426 1430 rBV5 27564 33685 1.27% 0.194%
14 10.533 1433 1436 1437 rBvV 117157 89510 3.38% 0.515%
15 10.551 1437 1439 1441 rVB 207962 143466 5.42% 0.825%

16 10.604 1446 1448 1452 rVB 165172 134429 5.08% 0.773%
17 10.686 1457 1462 1463 rBV5 19094 32410 1.23% 0.186%
18 10.721 1465 1468 1470 rBV 193675 143930 5.44% 0.828%
19 10.845 1485 1489 1492 rBV2 137640 157065 5.94% 0.903%
20 10.904 1496 1499 1504 rBV 310159 279312 10.56% 1.606%

21 10.986 1510 1513 1515 rBV 190414 160806 6.08% 0.925%
22 11.010 1515 1517 1522 rVB 218414 170528 6.45% 0.981%
23 11.074 1525 1528 1531 rVB 154604 117099 4.43% 0.673%
24 11.163 1540 1543 1544 rBV 39004 40735 1.54% 0.234%
25 11.186 1544 1547 1552 rVV 171831 175405 6.63% 1.009%

26 11.286 1561 1564 1566 rBV2 52896 61606 2.33% 0.354%
27 11.316 1566 1569 1573 rVB 91690 98779 3.73% 0.568%
28 11.363 1574 1577 1580 rBV 255894 205738 7.78% 1.183%
29 11.421 1583 1587 1590 rBV 1830426 1562897 59.08% 8.988%
30 11.457 1590 1593 1595 rVvVv 87427 69966 2.64% 0.402%

31 11.516 1601 1603 1607 rBV 84266 86425 3.27% 0.497%
32 11.633 1620 1623 1625 rBV 104929 100704 3.81% 0.579%
33 11.804 1649 1652 1655 rVB 149816 121233 4._.58% 0.697%
34 14.062 2033 2036 2044 rBV 1004176 1019757 38.55% 5.865%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100297.D

Aca On : 8 Nov 2017 17:49

Operator : SJ/JU

Sample : 16351-01 100X

Misc :

ALS Vial : 8 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.551 2286 2289 2300 rVB2 731176 1230821 46.52% 7.079%
36 15.703 2312 2315 2320 rVB2 537126 802002 30.32% 4.612%
37 16.286 2409 2414 2430 rVB 1083852 2645546 100.00% 15.215%

38 16.733 2484 2490 2497 rVB 1234392 2289820 86.55% 13.169%
39 17.321 2586 2590 2596 rVB 295239 540289 20.42% 3.107%

Sum of corrected areas: 17387835
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110817\
BF100297.D
8 Nov 2017 17:49
SJ/Ju
16351-01 100X
8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF100297.D

6.90

Or——
Time-->

4.50

5.00

5.50

T
2.50

3.00

3.50

4.00

Abundance

2000000

1500000

1000000

500000

8.18

TIC: BF100297.D

11.42

9.93

Or——
Time-->

11.50

10.00 10.50 11.00

12.00

12.50

T
13.00 13.50

Abundance

2000000

1500000

1000000

500000

O

TIC: BF100297.D

16.29 16.73

Time-->

14.00

17.50

16.00 16.50 17.00

14.50

15.00 15.50

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\BF110817\
Data File : BF100297.D

Aca On : 8 Nov 2017 17:49

Operator : SJ/JU

Sample : 16351-01 100X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Decane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.85 2.01 ng 157065 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 53
2 Tridecane 184 C13H28 000629-50-5 53
3 Octane. 2-methvl- 128 C9H20 003221-61-2 49
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 49
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 49
Abundance Scan 1490 (10.851 min): BF100297.D (-1485) (-) m/z 57.05 100.00%
57.0
5000
113.1 183.2 RSN PRI SN SN
10.60 10.80 11.00 11.20
) S po7.1 2322 m/z 71.10 71.99%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28431: Decane, 2-methyl-
43.0
71.0
5000 LR UM B IR S
10,60 10.80 11.00 11.20
113.0 m/z 43.10 51.00%
ol20 | L ewo T 1410
m/z--> 0 20 40 60 80 160 120 150 160 180 200 220 240
Abundance
57.0
10,60 10.80 11.00 11.20
5000 20.0 85.0 m/z 85.05 24 _77%
O T e e e e
m/z--> 0 20 40 60 80 100 150 150 160 180 200 220 240
Abundance #12672: Octane, 2-methyl- Al LA mam ma e S
43.0 10.60 10.80 11.00 11.20
m/z 41.00 21.62%
5000
71.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100297.D

Aca On : 8 Nov 2017 17:49

Operator : SJ/JU

Sample : 16351-01 100X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzene, (1-methyldecyl)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.90 3.57 ng 279312 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvldecvl)- 232 C17H28 004536-88-3 87
2 Benzene. (l-methvinonvI)- 218 C16H26 004537-13-7 64
3 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 64
4 Benzene. (1-methvldodecvl)- 260 C19H32 004534-53-6 59
5 Benzene, [1-[[1-(1-methylethyl)-... 218 C15H220 098088-51-8 43
Abundance Scan 1498 (10.898 min): BF100297.D (-1496) (-) m/z 105.10 100.00%
105.1
5000
41.1 79.1 232.2 10.60 10.80 11.00 11.20
O e e b e o 1081 1962 m/z 106.05  14.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87787: Benzene, (1-methyldecyl)-
105.0
5000

10.60 10.80 11.00 11.20
m/z 91.00 10.85%

ol 220 410 600 79.0 | | 12801470 175.0 203.0 2320
. R i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
105.0
10.60 10.80 11.00 11.20
5000 m/z 41.10 6.43%
16.0 410 79.0 1330 1610 1800 2180
T e NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #99254: Benzene, (1-methylundecyl)- R R R
105.0 10.60 10.80 11.00 11.20
m/z 79.10 4._.86%
5000
o 410 600 79.0 | | 128.0147.0 168.0 207.0 246.0
. St et N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100297.D

Aca On : 8 Nov 2017 17:49

Operator : SJ/JU

Sample : 16351-01 100X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzene, (l1-pentylheptyl)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.99 2.06 ng 160806 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-pentvlheptvl)- 246 C18H30 002719-62-2 93
2 Benzene. (l-pentvlhexvl)- 232 C17H28 004537-14-8 59
3 Benzene. (l-pentvloctvl)- 260 C19H32 004534-49-0 59
4 Benzene. (1-hexvlheptvl)- 260 C19H32 002400-01-3 45
5 Benzene, (1-ethyldecyl)- 246 C18H30 002400-00-2 43
Abundance Scan 1514 (10.992 min): BF100297.D (-1510) (-) m/z 91.00 100.00%
91.0
5000
2.0 o, | 191, . 1161-1 1850 o101 2462 10.60 10.80 11.00 11.20 11.40
Obrrrrrirrtor S b 203 L 850 2191 FRT 0 "m/z 105.10  19.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99251: Benzene, (1-pentylheptyl)-
91.0
5000
10.60 10.80 11.00 11.20 11.40
m/z 161.10 12.13%
oL 40 650 190 1019 1g0.0 246.0
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 250 260
Abundance
91.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 175.10 10.12%
41.0 161.0
o 65.0 119.0439 9 189.0 232.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111011: Benzene, (1-pentyloctyl)-
91.0 10.60 10.80 11.00 11.20 11.40
m/z 119.05 10.00%
5000
161.0
01220 10 690 | 190155 7] 1890 2210 2600
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 220 240 2('30 10,60 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\BF110817\
Data File : BF100297.D

Aca On : 8 Nov 2017 17:49

Operator : SJ/JU

Sample : 16351-01 100X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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-butyloctyl)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.01 2.18 ng 170528 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-butvloctvl)- 246 C18H30 002719-63-3 97
2 Benzene. (1l-butvinonvl)- 260 C19H32 004534-50-3 59
3 Benzene. (1l-butvlheptvl)- 232 C17H28 004537-15-9 53
4 Benzene. (1l-ethvldecv)- 246 C18H30 002400-00-2 52
5 Benzene, (1-ethyloctyl)- 218 C16H26 004621-36-7 47
Abundance Scan 1517 (11.010 min): BF100297.D (-1515) (-) m/z 91.05 100.00%
91.0
5000
147.1
41.0 10.60 10.80 11.00 11.20 11.40
69.1 119.1 189.2 246.3
o/ SR oumNEN U S I W% S S m/z 147.05 19.91%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99246: Benzene, (1-butyloctyl)-
91.0
5000
10.60 10.80 11.00 11.20 11.40
147.0 m/z 105.10 17.63%
0 ‘4ﬂ0 690 | | 1190 18?0 246.0
miz-> 20 40 60 80 100 120 150 160 180 200 220 250 260
Abundance
91.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 41.00 8.57%
147.0
41.0 69.0 119.0 175.0 203.0 260.0
O e T e e T e e e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87785: Benzene, (1-butylheptyl)- A EEE TS
91.0 10.60 10.80 11.00 11.20 11.40
m/z 92.00 7.33%
5000
147.0
. 410 g5 1190 1750 5030 2320
miz-> 20 40 6|O 80 1(')0 12'0 140 160 180 200 220 24'10 260 10.60 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\BF110817\
Data File : BF100297.D

Aca On : 8 Nov 2017 17:49

Operator : SJ/JU

Sample : 16351-01 100X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzene, (1-ethyldecyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.19 2.24 ng 175405 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 97
2 Benzene. (l-ethvloctvl)- 218 C16H26 004621-36-7 80
3 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 59
4 2-Phenvilbutvrvl chloride 182 C10H11CIO 036854-57-6 47
5 2-phenylbutyric acid, 2,2,2-trif... 246 C12H13F302 1000376-55-3 42
Abundance Scan 1548 (11.192 min): BF100297.D (-1544) (-) m/z 91.00 100.00%
91.0
119.1
5000
41.0 69.1 217.2 B L
o, 8t J“ | 147.1 17311937 246.2 10.80 11.00 11.20 11.40 11.60
Ob e M bbbt o b S e b b m/z 119.10 52 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99241: Benzene, (1-ethyldecyl)-
91.0
5000 119.0 DAL VAR SRR B B
10.80 11.00 11.20 11.40 11.60
41.0 170 m/z 105.05 22 .00%
0 \M , 710 | . 1470 1750 \ 24§0
m/z--> 20 40 60 85 100 150 140 160 180 200 220 240 260
Abundance
91.0
10.80 11.00 11.20 11.40 11.60
5000 119.0 m/z 41.00 18.43%
41.0
0220 65.0 147.0 189.0 218.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111018: Benzene, (1-ethylundecyl)- B B E e
91.0 10.80 11.00 11.20 11.40 11.60
m/z 43.10 15.26%
119.0
5000
41.0
o 710 | ‘1470 1750 2070 23}0 260.0
m/z--> 20 4'0 60 8|0 100 12'0 140 160 180 200 220 240 2('30 10,80 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100297.D

Aca On : 8 Nov 2017 17:49

Operator : SJ/JU

Sample : 16351-01 100X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzene, (1-methylundecyl)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.36 2.63 ng 205738 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvlundecvl)- 246 C18H30 002719-61-1 81
2 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 53
3 Benzene. (l-methvldodecvl)- 260 C19H32 004534-53-6 53
4 Benzene. (1-methvlheptvl)- 190 C14H22 000777-22-0 53
5 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 53

Abundance Scan 1577 (11.363 min): BF100297.D (-1574) (-) m/z 105.10 100.00%

105.1
5000

11.00 11.20 11.40 11.60

41.1 79.0 1311 1611  198.1 246.3

o e S G m/z 106.10 12.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99254: Benzene, (1-methylundecyl)-
105.0
5000

11.00 11.20 11.40 11.60
m/z 91.00 9.36%

o 410 600 79.0 | | 128.0147.0168.0  207.0  246.0
e ki i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105.0
11.00 11.20 11.40 11.60
5000 m/z 104.10 4_66%
22.0 41.0 go0 79.0 128.0147.0 175.0 203.0 232.0
R L L i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111019: Benzene, (1-methyldodecyl)-
105.0 11.00 11.20 11.40 11.60
m/z 41.10 4 _.39%
5000
0 43.0 79.0 | | 1330 166.0 189.0 221.0  260.0
R s T SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 1140 11.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100297.D

Aca On : 8 Nov 2017 17:49

Operator : SJ/JU

Sample : 16351-01 100X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Anthracene, 9-dodecyltetrad... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.70 13.03 ng 802002 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 50
2 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 30
3 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8H9N50 1000263-69-7 25
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 18
5 17.alfa.,21.beta.-28,30-Bisnorho... 384 C28H48 1000360-26-1 14

Abundance Scan 2314 (15.698 min): BF100297.D (-2312) (-) m/z 191.20 100.00%
95.1 191.2
5000{ , 149.1
2592 355.3 15.40 15.60 15.80 16.00
o 3.1 308.2 416.3 m/z 95.10 85.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190938: Anthracene, 9-dodecyltetradecahydro-
191.0
95.0
5000 L I BULRLE S SULA
43.0 15.40 1560 15.80 16.00
135.0 500 m/z 81.10 65.31%
oL— IH‘I \L\ ‘H‘.‘““l i .H .‘. ‘I : .‘\. “ .22.4.'0. |26l4|0| .30|3.0. — lll T
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0
' 15.40 15.60 15.80 16.00
5000 m/z 67.00 54 _.20%
41.0 136.0 192.0
e L e A L L WL UL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #53997: Pyrid0[3,4—d]pyridazin—l(2H)—one, 4,5-diamino-7-me... LI B [ L B L
191.0 15.40 15.60 15.80 16.00
420 m/z 109.10 46 .51%
5000 91.0
133.0
0 Ji.»ﬁﬂ,... e — S —
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100297.D

Aca On : 8 Nov 2017 17:49

Operator : SJ/JU

Sample : 16351-01 100X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl6.29 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.29 42.99 ng 2645550 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 43
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 43
3 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 40
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 35
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 32
Abundance Scan 2415 (16.292 min): BF100297.D (-2409) (-) m/z 191.20 100.00%
192
e \_AA\,Q,»\_J«/\w\,mk_/\_/\/\_
AU SRR BN B
383.4 16.00 16.20 16.40 16.60
ol 202 2812 SS02700 4274 nyz 177.20 44 76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000{28.0 R SRR SRR SUMILN B
16.00 16.20 16.40 16.60
950 1350 m/z 95.10 39.19%
0...|....|....|... |‘....|....|....|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
16,00 16.20 16.40 16.60
5000 m/z 81.10 35.78%
43.0 910 149.0
L e L UL UL WL B W
m/z--> 50 100 150 200 250 300 350 400
Abundance #190939: Anthracene, 9-dodecyltetradecahydro- I AEEREE TS
95.0 191.0 16.00 16.20 16.40 16.60
m/z 123.10 29.56%
43.0
5000
L \ 135.0
ob—d ,L bi‘: L 1| 224026003030 N —
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100297.D

Aca On : 8 Nov 2017 17:49

Operator : SJ/JU

Sample : 16351-01 100X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 _beta.-iso-Methyl ionone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

16.73 37.21 ng 2289820 Perylene-d12 15.55

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 53
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 50
3 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 50
4 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 45
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 38

Abundance Scan 2490 (16.733 min): BF100297.D (-2484) (-) m/z 191.20 100.00%

5000

=
©
N

55.1 . R B R e e o
16.40 16.60 16.80 17.00
231.2 2742 313.3 353.2 39744314

(o} m/z 95.10 38.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000128.0 R e  ERmEmammm
16.40 16.60 16.80 17.00
950 1350 m/z 81.10 32.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
i A
16.40 16.60 16.80 17.00
5000 430 m/z 69.10 28.65%
123.0
91.0
158.0
ol el b A,
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane e EREmEmEE T
191.0 16.40 16.60 16.80 17.00
m/z 123.10 23.10%
5000
109.0
398.0
J | 1490 260.0 350 | |
m/z--> 50 100 150 200 250 300 350 400 16. 40 16 60 16. 80 17.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100297.D

Aca On : 8 Nov 2017 17:49

Operator : SJ/JU

Sample : 16351-01 100X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl7.32 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.32 8.78 ng 540289 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3.5-Dimethvl-1-dimethvivinvilsily... 206 C12H180Si 1000307-91-8 35
2 4"-Diethvlaminoacetanilide 206 C12H18N20 005326-57-8 27
3 3-Indolethanamine. N-acetvl-5-fl... 250 C13H15FN202 1000116-27-1 27

4 4H-Benzoldeflcarbazole

191

C14HSN

000203-65-6 27

5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 27
Abundance Scan 2590 (17.321 min): BF100297.D (-2586) (-) m/z 191.20 100.00%
191.2
5000 95.1
55.1 137.1
231.1 2882 341.2 4114 4505 17.00 17.20 17.40 17.60
0 m/z 95.10 46 .41%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #65875: 3,5-Dimethyl-1-dimethylvinylsilyloxybenzene
191.0
5000 LA L L L L L B LB |
17.00 17.20 17.40 17.60
m/z 81.10 44 .06%
50.0 1050 149
ot A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191.0
R EE mE
17.00 17.20 17.40 17.60
5000 m/z 205.20 40.98%
43.0 goo 1190
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #102056: 3-Indolethanamine, N-acetyl-5-fluoro-6-methoxy- T
191.0 17.00 17.20 17.40 17.60
m/z 69.10 29.21%
5000
43.0 250.0
o 101,030 | |
e e e R EE mE
m/z--> 50 100 150 200 250 300 350 400 450 17.00 17. 20 17.40 17.60

8270-BF110817.M Thu Nov 09 15:09:40 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110817\
Data File : BF100297.D

Acq On : 8 Nov 2017 17:49

Operator : SJ/JU

Sample : 16351-01 100X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
Decane, 2-methyl- 10.85 2.0 ng 157065 4 11.42 1562900 20.0
Benzene, (1-methy... 10.90 3.6 ng 279312 4 11.42 1562900 20.0
Benzene, (1-penty... 10.99 2.1 ng 160806 4 11.42 1562900 20.0
Benzene, (1-butyl... 11.01 2.2 ng 170528 4 11.42 1562900 20.0
Benzene, (l1-ethyl... 11.19 2.2 ng 175405 4 11.42 1562900 20.0
Benzene, (1-methy... 11.36 2.6 ng 205738 4 11.42 1562900 20.0
Anthracene, 9-dod... 15.70 13.0 ng 802002 6 15.55 1230820 20.0
unknown16.29 16.29 43.0 ng 2645550 6 15.55 1230820 20.0
-beta.-iso-Methyl... 16.73 37.2 ng 2289820 6 15.55 1230820 20.0
unknownl17 .32 17.32 8.8 ng 540289 6 15.55 1230820 20.0
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