LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091217\

Data File : BF098448.D

Aca On : 12 Sep 2017 14:17 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 15156-03 FK-GF-02-011-B

ALS Vial : 3 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-BF091117.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 4.846 465 469 480 rBV 364555 562060 10.12% 1.019%
2 5.275 537 542 557 rBVY 5040722 5345020 96.22% 9.692%
3 6.316 714 719 735 rBVY 5064716 5555199 100.00% 10.073%
4 6.434 735 739 742 rBVY 5525055 5265040 94.78% 9.547%
5 6.657 774 777 785 rVB 1619401 1468378 26.43% 2.663%
6 6.816 800 804 807 rBVY 4267472 3858441 69.46% 6.997%
7 7.228 869 874 878 rBY 3183158 3530788 63.56% 6.402%
8 7.945 991 996 999 rBVY 2246355 2020192 36.37% 3.663%
9 9.022 1173 1179 1182 rBvY 5687862 5318898 95.75% 9.645%
10 9.104 1188 1193 1198 rBV3 48186 66366 1.19% 0.120%
11 9.416 1242 1246 1249 rBV 545657 456607 8.22% 0.828%
12 9.633 1280 1283 1287 rBV 88811 81784 1.47% 0.148%
13 9.692 1287 1293 1297 rBVvV2 2370635 2172634 39.11% 3.940%
14 9.916 1324 1331 1334 rBV6 32943 59104 1.06% 0.107%

15 10.128 1364 1367 1370 rVB 157125 130065 2.34% 0.236%

16 10.351 1399 1405 1410 rBV2 78819 151084 2.72% 0.274%
17 10.486 1423 1428 1431 rBV 2895299 2785004 50.13% 5.050%
18 10.598 1444 1447 1452 rBV 186820 237684 4.28% 0.431%
19 11.045 1521 1523 1526 rvv2 122831 111104 2.00% 0.201%
20 11.075 1526 1528 1533 rVB2 68612 72321 1.30% 0.131%

21 11.175 1541 1545 1548 rBV 2484803 2125300 38.26% 3.854%
22 11.198 1548 1549 1552 rVV 123019 73180 1.32% 0.133%
23 11.245 1552 1557 1562 rVB3 60728 101808 1.83% 0.185%
24 11.716 1632 1637 1644 rBV3 175061 291974 5.26% 0.529%

25 11.857 1658 1661 1663 rBV3 61439 71837 1.29% 0.130%
26 12.269 1728 1731 1736 rVB2 54777 68206 1.23% 0.124%
27 12.357 1743 1746 1748 rBV2 54609 68031 1.22% 0.123%

28 12.380 1748 1750 1753 rVB 146002 120726 2.17% 0.219%
29 12.498 1765 1770 1777 rBV 286844 510707 9.19% 0.926%
30 12.610 1787 1789 1791 rVB 133732 98476 1.77% 0.179%

31 12.633 1791 1793 1796 rVB 61505 59041 1.06% 0.107%
32 12.763 1810 1815 1818 rBV 4317603 4265805 76.79% 7.735%
33 12.939 1837 1845 1852 rBV3 370020 1134537 20.42% 2.057%
34 13.657 1964 1967 1974 rVB2 384977 584083 10.51% 1.059%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091217\
Data File : BF098448.D

Aca On : 12 Sep 2017 14:17

Operator : SJ/JU

Sample : 15156-03

Misc :

ALS Vial : 3 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:\HPCHEM1I\BNA F\METHODS\8270-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.804 1988 1992 2001 rBV2 1612848 2491895 44.86% 4_.519%

36 13.974 2019 2021 2027 rVB3 136161 158908 2.86% 0.288%
37 14.445 2096 2101 2109 rBV 411484 739693 13.32% 1.341%
38 14.574 2120 2123 2129 rVB 134899 155465 2.80% 0.282%
39 14.639 2130 2134 2137 rVB 458242 508179 9.15% 0.921%
40 14.880 2173 2175 2179 rVB 167260 164656 2.96% 0.299%

41 15.015 2194 2198 2205 rVB 241903 459113 8.26% 0.833%
42 15.204 2226 2230 2237 rVB 986702 1354244 24 _.38% 2.456%
43 15.392 2258 2262 2267 rBV5 158720 294169 5.30% 0.533%

Sum of corrected areas: 55147806
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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\HPCHEMI\BNA F\DATA\BF091217\
: BF098448.D

: 12 Sep 2017 14:17

: SJ/JU

: 15156-03

-3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF098448.D

5.27 6.32

6.82

6.66

4.85

7.23

0
Time-->

5.00

5.50

6.00

6.50

Abundance

5000000

4000000

3000000

2000000

1000000

7.95

TIC: BF098448.D

12.76

10.49

9.69 11.17

9.42
o10 | 968 0921013103

13.¢

0
Time-->

12.50

11.50 12.00

9.50 10.00

10.50 11.00

13.00 13.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF098448.D

13.80

14.444.64
] 15.39

Time-->

17.00 17.50 18.00

16.00 16.50

14.00 14.50

15.00 15.50

18.50

19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098448.D

Aca On : 12 Sep 2017 14:17

Operator : SJ/JU

Sample : 15156-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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.

4.85 7.66 ng 562060 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 470 (4.851 min): BF098448.D (-465) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 460 480 500 5.20
et S0l e90 B3O |t Yes 00 B8 10%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL R
59.0 460 480 500 5.20
m/z 57.95 17.50%
e 880 w0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 5.20
5000 m/z 101.00 17.50%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R B R REama me
59.0 4.60 4.80 5.00 5.20
m/z 40.95 8.18%
5000 41.0
31.0
69.0 87.0
15.0 ‘J ARSIl ‘ 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098448.D

Aca On : 12 Sep 2017 14:17

Operator : SJ/JU

Sample : 15156-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.43 Concentration Rank 1

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

6.43 71.71 ng 5265040 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 738 (6.428 min): BF098448.D (-735) (-) m/z 132.00 100.00%
132.0
5000 68.0
00510 || by % o | o0 % G40 o G0
T e L e m/z 67.95 47 .06%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 AR UL LS IR A
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.06%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 65.95 31.04%
51.0 70.0 86.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 18.20%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A |m‘--‘jw i 1980 %8?|0l SIS L W | SN
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098448.D

Aca On : 12 Sep 2017 14:17

Operator : SJ/JU

Sample : 15156-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.60 2.24 ng 237684 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 3-Methvl-4-(methoxvcarbonvl)hexa... 184 C9H1204 1000104-10-8 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1447 (10.598 min): BF098448.D (-1444) (-) m/z 57.00 100.00%
57.0
5000
113.1 10.20 10.40 10.60 10.80 11.00
1402 | 1691 1942 m/z 43.00 69.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48835: Tridecane
57.0
5000 AR DU SRR B
85.0 mmmmmmmmnm
29.0 m/z 71.00 55.17%
| ‘\ L4 \‘ L 113 0 1410 184.0
m/z--> ﬁo 45 éo 85 160 150 150 1éo 1éo 200 250 250
Abundance
57.0
mo 1070 10,40 10/60 1080 11,60
' 184.0 m/z 85.00 35.42%
5000
152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane SN NN LI B B
57.0 10.20 10.40 10.60 10.80 11.00
m/z 41.00 31.09%
5000 85.0
29.0
oo 80 1410 1690 1960 240.0
IIII""I""I""I""I""I""I""IIIII T T T T T T TTTTTTTT T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1020 1040 1060 1080 1100
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098448.D

Aca On : 12 Sep 2017 14:17

Operator : SJ/JU

Sample : 15156-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Pentadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.72 2.75 ng 291974 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 86
2 Undecanoic acid 186 C11H2202 000112-37-8 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
4 Nonanoic acid 158 C9H1802 000112-05-0 50
5 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 42
Abundance Scan 1638 (11.722 min): BF098448.D (-1632) (-) m/z 60.00 100.00%

60.0
129.0
29lb o 1572 185.1 213.2 T T T
04 . 256.3 nmumnmnm

m/z 73.00 87 .84%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0

5000 129.0 LN L L L |
11.40 11.60 11.80 12.00

m/z 43.00 84 .99%

15.0 “ m n‘

e RARARARSS ma s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
R RS e e A
11.40 11.60 11.80 12.00
5000 m/z 55.00 82.27%
29.0 85.0 129.0
186.0
107.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid AR e R RE
60.0 11.40 11.60 11.80 12.00
m/z 41.00 72.38%
5000
157.0 1850 213.0 256.0
4
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\BF091217\
Data File : BF098448.D

Aca On : 12 Sep 2017 14:17

Operator : SJ/JU

Sample : 15156-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.50 4.10 ng 510707 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 30
Abundance Scan 1770 (12.498 min): BF098448.D (-1765) (-) m/z 43.00 100.00%
430 730 JUM
5000
129.0
97.0 R L s
ﬂ 1571 Blos, 2412 o, 12.20 12.40 12.60 12.80
o} il - m/z 73.00 83.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 |, 73.0
5000 129.0 RN BN BN U
12.20 12.40 12.60 12.80
ﬂ 241.0 284.0 m/z 57.00 82.35%
Il 207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43.0 73.0

z

12.20 12.40 12.60 12.80
5000 129.0 m/z 60.00 81.05%

970 1990 2420
157.0

Tﬁmmmmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

:

Abundance #107548: n-Hexadecanoic acid e B o A
43.0 73. 12.20 12.40 12.60 12.80
m/z 55.00 73.37%
5000
213.0
i
‘ I Al
e R R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098448.D

Aca On : 12 Sep 2017 14:17

Operator : SJ/JU

Sample : 15156-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.94 9.11 ng 1134540 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 87
5 Tridecane 184 C13H28 000629-50-5 81

Abundance Scan 1845 (12.939 min): BF098448.D (-1837) (-) m/z 57.00 100.00%

57.0
5000 85.1

1 216.1 12.60 12.80 13.00 13.20
411
—~ .l,' 11-' ARL 1831 7 253228123098 | nyz 71.00 | 59.24%

m/z--> 50 150 200 250 300 350
Abundance #105886: Octadecane
57.0
5000 850 LA L L L L B |
12.60 12.80 13.00 13.20
0.0 m/z 43.05 52.00%
\‘. | H I u’ll 141 0169 0197 0225. 0254 0
i B N T T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R A REaRE T
12.60 12.80 13.00 13.20
5000 m/z 85.10 41.27%
85.0
29.0
113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
e T T T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane R A REaRE T
57.0 12.60 12.80 13.00 13.20

m/z 55.00 22 .65%

5000

[e0]
a1
o

29.0
L) 130141.0169.0107.0 2400

m/z--> 50 100 150 200 250 300 350 12 60 12. 80 13 00 13. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098448.D

Aca On : 12 Sep 2017 14:17

Operator : SJ/JU

Sample : 15156-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.66 4.69 ng 584083 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
3 l17-Pentatriacontene 491 C35H70 006971-40-0 90
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 83
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 76

Abundance Scan 1968 (13.663 min): BF098448.D (-1964) (-) m/z 57.00 100.00%

51.0 105.0

149.1

5000

i

13.40 13.60 13.80 14.00
m/z 105.00 83.58%

o 193.1230.1 2831

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0

13.40 13.60 13.80 14.00
m/z 149.10  74.04%

5000 L B e EE
h

18. ‘ 39.0 196
m/z--> 0 50 200 250 300 350 400 450
Abundance
57.0
R e e R AR E e
97.0 13.40 13.60 13.80 14.00
5000 m/z 43.00 68.36%
169.0 238.0 283.0 434.0 w,wﬂkwvwdu%j\w//\“uﬂ&~v~
T R e B AR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene e  RRRaE Bam s
43.0 13.40 13.60 13.80 14.00
m/z 71.05 53.42%
- I ﬂﬁﬁ,JK~4,\w»L,,AL,,)/\m\JAWV,,M
25.0
H 125046702100 267.0307.0 490.0
m/z--> 0 50 100 150 200 250 300 350 400 450 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098448.D

Aca On : 12 Sep 2017 14:17

Operator : SJ/JU

Sample : 15156-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Octadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .44 5.94 ng 739693 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2100 (14.439 min): BF098448.D (-2096) (-) m/z 57.00 100.00%
57.0
| 99[ ! 155.2 197 1226.0 262.1 295.1 336.3 14.20 14.40 14,60 1480
ol by 02 10712260 26212951 3363 m/z 71.05 62.25%
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43.0
5000 LN BN B I B
85.0 1420 14.40 14.60 14.80

m/z 43.00 57.70%

Hh || 210 1890  2250p540
—— e T e T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance

57.0
14.20 14. 40 14. 60 14.80
5000 m/z 85.05 45_79%
99.0
27.0 141.0 183.0 225.0 267.0 323.0 380.0
L e e B
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane T
57.0 14 20 14. 40 14. 60 14. 80
m/z 55.00 21.73%
5000
99.0
28.0 ],I‘{ | | 1410 1830 2250 267.0 309.0 365.0304.0
m/z--> 50 100 150 200 250 300 350 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098448.D

Aca On : 12 Sep 2017 14:17

Operator : SJ/JU

Sample : 15156-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Behenyl chloride Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.30 ng 155465 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenvl chloride 344 C22H45CI 042217-03-8 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 Sulfurous acid. butvl hexadecvl ... 362 C20H4203S 1000309-18-3 78
4 Nonadecane 268 C19H40 000629-92-5 72
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 2122 (14.568 min): BF098448.D (-2120) (-) m/z 57.00 100.00%
51.0
5000 85.0
L |113'1 1571 2070 2531 9513231 355.1 14.20 14.40 14.60 1480
el o P2 P, (SR PO S m/z 71.05 49_94%
m'z--> 50 100 150 200 250 300 350
Abundance #180096: Behenyl chloride
57.0
5000 L UL B B U B
85.0 14.20 14.40 14.60 14.80
29.0 m/z 43.00 49 _.77%
\‘ \“ i u‘ ‘ ‘\‘1\1\\‘3\01\1\ / \0\1‘6‘\9‘0 217.0245.0273.0301.0 34‘\1'0
mz--> 50 100 150 200 250 300 350
Abundance
57.0
85.0 14.20 14.40 14.60 14.80
5000 m/z 85.05 36.82%
29.0
11301410160.0107.0 2400
mz--> 50 100 150 200 250 300 350
Abundance #191844: Sulfurous acid, butyl hexadecy! ester L i o
57.0 14.20 14.40 14.60 14.80
m/z 41.00 17.78%
5000
85.0
29.0
| w ‘Hj J {H1301410169019602250 259.0 289.0
mz--> 50 100 150 200 250 300 350 1420 14.40 14.60 14.80

8270-BF091117.M Wed Sep 13 14:53:55 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098448.D

Aca On : 12 Sep 2017 14:17

Operator : SJ/JU

Sample : 15156-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.64 7.50 ng 508179 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 90
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 72
4 Trideca-1.3.7.11-tetraene-1.1-di... 268 C18H24N2 1000159-88-9 59
5 1,5-Heptadiene, 2,6-dimethyl- 124 C9H16 006709-39-3 53
Abundance Scan 2134 (14.639 min): BF098448.D (-2130) (-) m/z 69.00 100.00%
69.0
5000 /
HREUR ISR DML BRI SR
07.1137.1 14.40 14.60 14.80 15.00
0 .3?7'-.|°,-'.' WD 1911223926571 31043413 | hgo 8100 51.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LR B BB IR B
14,40 14.60 14.80 15.00
1370 m/z 41.00 24 .35%
29, o’ L4 107077 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance
69.0
1440 14.60 14,80 15.00
5000 m/z 95.10 12.71%
i \,WNN\JAHW’V
29.0 161.0191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #79433: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- R N RARE R RS e
69.0 14.40 14.60 14.80 15.00
m/z 68.00 10.79%
- uqu\WNJ“vu«Mj{”whwvmmnwru“w
09.0
20 L[ asroweL0z220
m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098448.D

Aca On : 12 Sep 2017 14:17

Operator : SJ/JU

Sample : 15156-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 12 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.88 2.43 ng 164656 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 80
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 80
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
5 Nonadecane 268 C19H40 000629-92-5 70

Abundance Scan 2175 (14.880 min): BF098448.D (-2173) (-) m/z 57.00 100.00%

57.0
5000

391 17822070 2521 3001 3551 14.60 14.80 15.00 15.20
ey ll"’f LoASAON0 221 S0l 851 hnzz 71.00  62.52%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LA L L L L L L LB
14.60 14.80 15.00 15.20
99.0 m/z 43.00 56.21%
27.0 h [ H , 141.0 1830 2250 281.0 337.0 394.0
L e e L A B e e e R
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
R R R
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.00 50.28%
238.0 281.0
127.0 169.01989 238 310.0 352.0 392.0
T e T e e
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- N B EE
57.0 14.60 14.80 15.00 15.20
m/z 55.00 23.06%
5000

99.0
}IJJJMWNMZN%wmwo3w%%mmo

I
|||||‘|||| T LI I R L B L R | LIS L L L L L B L LB

m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098448.D

Aca On : 12 Sep 2017 14:17

Operator : SJ/JU

Sample : 15156-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 13 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.02 6.78 ng 459113 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 90
Abundance Scan 2199 (15.021 min): BF098448.D (-2194) (-) m/z 57.00 100.00%
57.0
5000
] ° |0 1411 183.1217.1 261 1 308.0 348.3381.0 1480 15,00 15.20 15.40_
o....,...l.l L e e m/z 71.00 56.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 LRI UL SR B B
Mmmmmmmm
99.0 m/z 43.00 51.49%
150 Pty | 110 1830 2250 260
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
"' 14.80 15.00 15.20 15.40
5000 m/z 85.10 47 .36%
99.0
141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #209565: Octacosane RS EmmEs o L
57.0 14.80 15.00 15.20 15.40
m/z 55.00 19.00%
5000
99.0
‘ ] | | 1410 1830 2250 2810 3870 3840
m/z--> 55 160 1%0 260 2%0 360 350 460 ! 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098448.D

Aca On : 12 Sep 2017 14:17

Operator : SJ/JU

Sample : 15156-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 14 _beta.-Sitosterol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.39 4.34 ng 294169 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 83
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 58
3 Methvl (25rs)-3.beta.-acetoxv-5-... 472 C30H4804 103160-13-0 47
4 17-(1.5-Dimethvlhexy1)-10.13-dim... 414 C29H500 1000210-86-9 45
5 Campesterol 400 C28H480 000474-62-4 35

Abundance Scan 2262 (15.392 min): BF098448.D (-2258) (-) m/z 43.00 100.00%

43.

81.0

5000

o551 303.3

15.00 15.20 15.40 15.60 15.80
m/z 55.00 77.16%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
5000 81.0 | BN L L L L LB L
145.0 414.0 15.00 15.20 15.40 15.60 15.80
' : m/z 81.00 77.11%
‘ ‘ ‘ 213.0 255.0 329.0 ‘ ¢
ey OO | Tese0 | 3670 | |
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
R N B
15.00 15.20 15.40 15.60 15.80
5000 81.0 m/z 95.05  63.42%
414.0
1450 213.0 303.0
255.0
179.0 354.0
B L e e e e T A B o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #231420: Methy! (25rs)-3.beta.-acetoxy-5-cholesten-26-oate B B E e
55.0 412.0 15.00 15.20 15.40 15.60 15.80
105.0 470 m/z 41.05 62.69%
5000 291.0
H 213.0 255.0
m/z--> 0 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091217\
Data File : BF098448.D

Acq On : 12 Sep 2017 14:17

Operator : SJ/JU

Sample : 15156-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.85 7.7 ng 562060 1 6.66 1468380 20.0
unknown6 .43 6.43 71.7 ng 5265040 1 6.66 1468380 20.0
Tridecane 10.60 2.2 ng 237684 4 11.17 2125300 20.0
Pentadecanoic acid 11.72 2.8 ng 291974 4 11.17 2125300 20.0
Octadecanoic acid 12.50 4.1 ng 510707 5 13.80 2491900 20.0
Octadecane 12.94 9.1 ng 1134540 5 13.80 2491900 20.0
Ethanol, 2-(tetra... 13.66 4.7 ng 584083 5 13.80 2491900 20.0
Octadecane, 2-met... 14.44 5.9 ng 739693 5 13.80 2491900 20.0
Behenyl chloride 14.57 2.3 ng 155465 6 15.20 1354240 20.0
Supraene 14.64 7.5 ng 508179 6 15.20 1354240 20.0
Octacosane 14.88 2.4 ng 164656 6 15.20 1354240 20.0
Heneicosane 15.02 6.8 ng 459113 6 15.20 1354240 20.0
-beta.-Sitosterol 15.39 4.3 ng 294169 6 15.20 1354240 20.0
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