LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\
Data File : BF098425.D
Aca On : 12 Sep 2017 1:57 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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 3.616 253 260 266 rBV 59183 100117 1.30% 0.161%
2 4.869 469 473 490 rVvB 521260 896825 11.66% 1.440%
3 5.287 539 544 547 rBVY 6708002 7384566 96.05% 11.861%
4 6.328 715 721 736 rBVY 5937135 7688457 100.00% 12.349%
5 6.445 736 741 744 rBV 6925933 7019164 91.29% 11.274%
6 6.669 775 779 787 rVB 1784330 1559631 20.29% 2.505%
7 6.828 801 806 809 rBVY 5221733 5212577 67 .80% 8.372%
8 7.239 870 876 879 rBVY 4437807 4804153 62.49% 7.716%
9 7.951 990 997 1000 rBY 2436290 2110604 27 .45% 3.390%
10 8.545 1095 1098 1101 rBV 104398 85205 1.11% 0.137%
11 8.975 1168 1171 1174 rVB 129929 99639 1.30% 0.160%

12 9.027 1174 1180 1183 rBV 6230352 6111179 79.49% 9.816%
13 9.110 1189 1194 1198 rBV 185801 204196 2.66% 0.328%
14 9.422 1244 1247 1250 rVB 944635 798285 10.38% 1.282%
15 9.639 1281 1284 1288 rVB 143774 119091 1.55% 0.191%

16 9.698 1288 1294 1298 rBV 2256283 2119045 27.56% 3.404%
17 10.416 1412 1416 1419 rBV2 73766 96196 1.25% 0.155%
18 10.492 1424 1429 1432 rBV 3596974 3478350 45.24% 5.587%
19 10.604 1444 1448 1450 rBV2 123253 150717 1.96% 0.242%
20 10.763 1472 1475 1477 rVVv2 255119 256319 3.33% 0.412%

21 10.810 1480 1483 1485 rVV2 104774 103978 1.35% 0.167%
22 10.839 1485 1488 1493 rVV 152928 145244 1.89% 0.233%
23 10.886 1493 1496 1501 rVB 180312 163175 2.12% 0.262%
24 10.957 1501 1508 1518 rVB3 174891 280843 3.65% 0.451%
25 11.069 1522 1527 1533 rVB2 134419 167246 2.18% 0.269%

26 11.180 1541 1546 1550 rBV 2047424 1821957 23.70% 2.926%
27 11.251 1554 1558 1561 rVV2 147272 177008 2.30% 0.284%
28 11.580 1611 1614 1619 rVB2 112404 159104 2.07% 0.256%
29 12.021 1685 1689 1692 rBV2 79866 108351 1.41% 0.174%
30 12.263 1724 1730 1732 rBV2 338597 368507 4._.79% 0.592%

31 12.280 1732 1733 1746 rVB4 235380 230919 3.00% 0.371%
32 12.663 1793 1798 1803 rBV2 83149 115286 1.50% 0.185%
33 12.763 1811 1815 1819 rBV 3807614 3527128 45.88% 5.665%
34 13.333 1908 1912 1916 rBV2 109436 150105 1.95% 0.241%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

3?22'6 i 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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 13.662 1964 1968 1971 rBV 221550 253093 3.29% 0.407%

36 13.810 1988 1993 1997 rBV 1202972 1176923 15.31% 1.890%
37 14.292 2071 2075 2079 rBV2 104448 135461 1.76% 0.218%
38 14.562 2118 2121 2126 rBV2 160642 207692 2.70% 0.334%
39 14.645 2133 2135 2141 rVB 101618 96127 1.25% 0.154%
40 14.886 2173 2176 2179 rBVY 126042 148066 1.93% 0.238%

41 14.915 2179 2181 2187 rVB3 96240 118040 1.54% 0.190%
42 15.215 2227 2232 2240 rVB 903950 1152708 14.99% 1.851%
43 15.627 2299 2302 2306 rBVY 118008 157876 2.05% 0.254%
44 16.839 2505 2508 2518 rVB8 104589 237815 3.09% 0.382%
45 17.074 2539 2548 2555 rBV10 198332 761551 9.91% 1.223%

Sum of corrected areas: 62258519
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

ﬁ?ggle i 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

TIC: BF098425.D
5,29

Abundance
45

6000000 6.33

6.83

5000000
7.24

4000000
3000000
2000000 6.67

1000000
4.87

0 ey

5.00
TIC: BF098425.D

5.50

Time-->
Abundance

9.03
6000000

5000000

12.76
4000000 10.49

3000000
7.95

9.70

2000000

1000000

(ha
a4
oW

2 ue

12.50

BBP6011.25 11.58

I NN,

10.50 11.00
TIC: BF098425.D

0!

13.00

Time-->  8.00 8.50 9.50 10.00 11.50 12.00 13.50

Abundance

6000000
5000000
4000000
3000000

2000000
13.81

15.22
14.29 1414664 184830 15.63 16.8417.07

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

1000000

19.00

Time-->
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

ﬁ?ggle i 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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._.87 11.50 ng 896825 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 3-0Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 473 (4.869 min): BF098425.D (-469) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0

| 83.0 | 4.60 4.80 5.00 5.20
o S 1 M| M. K m/z 59.00 54.50%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LANLINL L L L L L L L L LB
59.0 4.60 4.80 5.00 5.20
0
15.0 1010 m/z 57.95 15.71%
31.0
‘ 1 ‘ ‘ Il 830 Il
O T T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59.0
e S R I e o
4.60 4.80 5.00 5.20
5000 41.0 m/z 101.00 14 .66%
29.0
87.0
o 15.0 70.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol R e n maa
59.0 4.60 480 500 520

m/z 40.95 8.24%

5000 200 41.0 83.0
101.0
‘ W)y, 700 | 1120 1290

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

ﬁ?ggle i 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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 unknown6.45 Concentration Rank 1

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

6.45 90.01 ng 7019160 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
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 742 (6.451 min): BF098425.D (-736) (-) m/z 131.95 100.00%
1319
5000
68.0
96.0 AP SSRPAAARBE AN S
40.0 540 6.20 6.40 6.60 6.80
o....,....:....,::..,::ll.',..7.5.‘,0....,..!.,.’1??.?....,....,"...,... m/z 134.00  34.55%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " MUY
410 o m/z 67.95 34.20%
‘ 79.0 '
0....|....‘l.‘...l‘..‘..l‘.‘.‘.llu.‘.‘.‘l‘....|..‘..|.1.q7.0....‘|....|"...luuu
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 650 640 6k oko
5000 ' m/z 65.95 23.39%
31.0 51.0
79.0
S R RS R RN RS AR RARAS LA AR SEAR SERAN EARRE SR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R L i e
13p.0 6.20 6.40 6.60 6.80
m/z 96.00 13.20%
5000
33.0 44.0 0.0 105.0
0"'W'L"I”"“'”§??”'l'”'?9'”I"ﬂ'P'M'ﬁ%§9I”"I‘”'I"' IRSENAEE AR LR A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 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\BF091117\
Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

Sample : 15138-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 4 7-Methyl-4-azafluorene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.76 2.81 ng 256319 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvl-4-azafluorene 181 C13H11IN 064291-99-2 68
2 1.17-Biphenvl., 2.2"-diethvl- 210 C16H18 013049-35-9 64
3 Benzene., 1.1"-T1-(methvlthio)eth... 228 C15H16S 054851-63-7 64
4 3-Methvlcarbazole 181 C13H11IN 004630-20-0 60
5 9H-Carbazole, 2-methyl- 181 C13H11IN 003652-91-3 60

Abundance Scan 1475 (10.763 min): BF098425.D (-1472) (-) m/z 181.05 100.00%
181.1
5000 @
210.1
152.0
510 115.0 10.40 10.60 10.80 11.00
o L 1334 a2 | Tm/z 210.10  33.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46466: 7-Methyl-4-azafluorene
181.0
5000 ‘v—y—r‘ﬁ'v—r%v—(lv—rrA‘fA‘y—v—v—v—v—J
10.40 10.60 10.80 11.00
m/z 165.05 31.27%
0 510\ 770\ 1270\15%0\‘\ \‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
181.0
10.40 10.60 10.80 11.00
5000 210.0 m/z 166.05 27 .39%
89.0
39.0 630 11501340152'0
O e e e o O B et S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84576: Benzene, 1,1'-[1-(methylthio)ethylidene]bis-
181.0 10.40 10.60 10.80 11.00
m/z 182.10 15.42%
5000 103.0
77.0
o 270‘510 | | 1210 1520” L 228.0
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

Sample : 15138-11

Misc :

ALS Vial : 15 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 4-Methylcarbazole Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.96 3.08 ng 280843 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvlcarbazole 181 C13H11IN 003770-48-7 78
2 9H-Carbazole. 2-methvl- 181 C13H11N 003652-91-3 78
3 Benzene. 1.1°-T1-(methvithio)eth... 228 C15H16S 054851-63-7 72
4 7-Methvl-4-azafluorene 181 C13H11IN 064291-99-2 70
5 1,1"-Biphenyl, 2,2"-diethyl- 210 C16H18 013049-35-9 68
Abundance Scan 1509 (10.963 min): BF098425.D (-1501) (-) m/z 181.10 100.00%
18f.1
5000
210.1
410 770 1050 1521 238.1 10.60 10.80 11.00 11.20
o} : m/z 210.10 30.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46462: 4-Methylcarbazole
181.0
5000
10.60 10.80 11.00 11.20
152.0 m/z 165.10 27 .22%
oL o 70 1010 1270 7 |
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240
Abundance
181.0
10.60 10.80 11.00 11.20
5000 m/z 166.10 22.97%
152.0
270 510 70 41010 127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84576: Benzene, 1,1'-[1-(methylthio)ethylidene]bis-
181.0 10.60 10.80 11.00 11.20
m/z 182.10 17.44%
5000 103.0
77.0
ol 27.0 51‘0 ‘ ‘ | 1210 1520 H il 211.0228.0
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

ﬁ?ggle i 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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 9,12-Octadecadienoic acid, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.26 4_.05 ng 368507 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 97
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 95
4 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 95
5 2-Chloroethyl linoleate 342 C20H35CI102 025525-76-2 90

Abundance Scan 1730 (12.263 min): BF098425.D (-1724) (-) m/z 66.95 100.00%

67.0

5000

:

12.00 12.20 12.40 12.60
m/z 81.00 83.27%

150.0 1732195 1 220.1

262.1 204.0
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0

41.0

:

5000 LIS L L L LB L B
12.00 12.20 12.40 12.60
1230 m/z 55.00 67 .56%
. w1500 1780 p3p 2630 2940
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
410 ©7.0
S
12.00 12.20 12.40 12.60
5000 050 m/z 41.00 57.45%

1230 150.0 1789 000 2630 2940

:

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

Abundance #139727: 9,12-Octadecadienoic acid (Z,2)-, methyl ester L T e
12.00 12.20 12.40 12.60
m/z 95.00 53.02%
5000
123.0 294.0
150.0 178.0 220.0 263.0

[0} R EEEE e e

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

ﬁ?ggle i 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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 trans-13-Octadecenoic acid,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.28 2.53 ng 230919 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 81
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 76
3 Cvclopropaneoctanal. 2-octvl- 280 C19H360 056196-06-6 72
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 68
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 68
Abundance Scan 1733 (12.280 min): BF098425.D (-1732) (-) m/z 55.00 100.00%
5000 M\J}L/W\/\/\
111.1 T
151.1 180.2 9091 237-2 264.2 12:00 12.20 12.40 12.60

(o} m/z 41.00 54 .97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141314: trans-13-Octadecenoic acid, methyl ester

5000 LA L L L L L L LB
12. OO 12 20 12. 40 12 60
2640 m/z 69.00 53.47%
0 29.0 138.0 180.0 222.0 ' 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R EERERE SRS R
83.0 12.00 12.20 12.40 12.60
5000 ' m/z 74.00 45.13%
29.0
111.0

. 137.0 180.0 222.0 264.0 296.0

mmﬁmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127746: Cyclopropaneoctanal, 2-octyl-
.0 | 97.0

12.00 12.20 12.40 12.60
m/z 87.00 34.07%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

ﬁ?ggle i 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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 6-Tetradecanesulfonic acid,... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.33 2.55 ng 150105 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Tetradecanesulfonic acid. butv... 334 C18H3803S 1000280-27-4 64
2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 47
3 Decane. 2.3.7-trimethvl- 184 C13H28 062238-13-5 47
4 Tetratriacontane 479 C34H70 014167-59-0 43
5 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 38
Abundance Scan 1911 (13.327 min): BF098425.D (-1908) (-) m/z 57.00 100.00%
57.0
5000 111
1552 2080391 seLs 13100 1320 1340 13,60
0! plhikb, - m/z 69.00 75.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #172310: 6-Tetradecanesulfonic acid, butyl ester
71.0
5000 196.0 ISRV BN SUURE
11.0 13.00 13.20 13.40 13.60
n ' ‘ m/z 43.05 73.22%
ol ...,...!,....,.... S
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 13.00 13.20 13.40 13.60
5000 m/z 55.00 66.78%
ol26:0 1390 410 222.0 264.0 322.0 367.0 4180
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #48887: Decane, 2,3,7—trimethy|— L L L B L BN |
43.0 13.00 13.20 13.40 13.60
m/z 71.05 66.07%
5000 85.0
141.0
0 'wwl'k"k""l""l"" ALY DAL DAL U RN BN SO
m/z--> 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

ﬁ?ggle i 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.66 4.30 ng 253093 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91

Abundance Scan 1968 (13.662 min): BF098425.D (-1964) (-) m/z 57.00 100.00%
57.0
5000 M 1
39.1 13.40 13.60 13.80 14.00
A — ] .L,‘l.i‘.‘l LBl Eelesl1 | m/z 43.00 85.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 L IR BN SUULRN SR
13140 13.60 13.80 14.00
m/z 55.00 80.53%
169.0
o) M— “l‘uﬂu‘ e l‘\ I\‘\I i |" ‘: — |2|3§|0|?8|3|0| e ?’3:4:0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
570 "0 60 1380 1400
5000 m/z 82.95 64 .83%
169.0
o 131.0 224.0 269.0 420.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol B EERR Bam e L
580 oo, 13.40 13.60 13.80 14.00
' m/z 69.00 60.25%
5000
ol190 | ‘J 1390 1000 2240 266.0
m/z--> 50 100 150 200 250 300 350 400 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

ﬁ?ggle i 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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 Tetratriacontyl pentafluoro... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.30 ng 135461 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 83
2 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 83
3 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 83
4 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 80
5 Carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 68
Abundance Scan 2075 (14.292 min): BF098425.D (-2071) (-) m/z 57.00 100.00%
57.0
5000
I 14100 14120 1410 14180
168.2 239.1 : . . :
o....,....,.l.l..,....,....i....,....,....,....,....,....,....,....,.... m/z 43.00 71.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242008: Tetratriacontyl pentafluoropropionate
57.0
5000 LI RN B UL B
111.0 14.00 14.20 14.40 14.60
m/z 55.00 54_.91%
ol \ ‘ M ! \ ‘167 0222 0278.0334.0390.0 _ 476.0 622.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
14,00 14.20 14.40 14.60
m/ 83.00 51.97%
5000 W10 z (
ol 167.0222.0 278.0 334.0 390.0 448.0 594.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242758: Tetratriaconty! heptafluorobutyrate AR EEREE L
57.0 14.00 14.20 14.40 14.60
m/z 71.05 48.82%
5000
111.0
ol J [167.0222.0 278.0334.0390.0  476.0 672.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

ﬁ?ggle i 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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 Guanidine, N-[3-[(2-bromoph... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.56 3.60 ng 207692 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine. N-I3-I(2-bromophenvl)... 268 C10H13BrN4 1000349-85-6 60
2 Dodecanamide 199 C12H25N0 001120-16-7 58
3 Decanamide- 171 C10H21NO 002319-29-1 53
4 Acetic acid. cvanohvdroxvimino-.... 128 C4H4N203 061295-92-9 43
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 35

Abundance Scan 2121 (14.562 min): BF098425.D (-2118) (-) m/z 58.95 100.00%

59.0

5000

14.20 14.40 14.60 14.80

154.1 184.0208.0 249.0271.1 301.1

0 m/z 72.00 70.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116695: Guanidine, N-[3-[(2-bromophenyl)amino]-1-propenyl]-
59.0
5000 B L N e i i
83.0 14.20 14.40 14.60 14.80
109.0 m/z 55.00 51.94%
29.0 *Y134.0 184.0 221.0 268.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59.0
R e EEEmE
14.20 14.40 14.60 14.80
5000 m/z 43.00 32.97%
28.0

86.0 128.0 156.0 199.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38977: Decanamide- R AR EEEEE T
59.0 14.20 14.40 14.60 14.80
m/z 41.00 30.62%
5000
290 | 8ﬁ0 1280 1710
O.HPH.PHM.JWH.WHAPIHPH..A.”..””,””“”.“”w.”w” I e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

ﬁ?ggle i 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.89 2.57 ng 148066 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptacosane 380 C27H56 000593-49-7 87
3 Pentacosane 352 C25H52 000629-99-2 86
4 Tridecane 184 C13H28 000629-50-5 81
5 Hexacosane 366 C26H54 000630-01-3 80

Abundance Scan 2177 (14.892 min): BF098425.D (-2173) (-) m/z 57.00 100.00%

57.0
5000 85.1

l 1 14.60 14.80 15.00 15.20
155.1183.1211.1 268.0
ol Il.-l.J.:,'....,.."’.3?}....,....3?5;1... m/z 71.00 61.97%
mz--> 50 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
85.0
5000 LA L L L L L LB
14.60 14.80 15.00 15.20
29.0 m/z 43.05 59.11%
L 2041016001070 2680
A e o et
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
SN
14.60 14.80 15.00 15.20
5000 m/z 85.10 45.83%
85.0
29.0
0 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
L e o s
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane I AEEREE TS
57.0 14.60 14.80 15.00 15.20
m/z 55.00 23.14%
0% 50 W
13.
29 | ﬁ ‘14101690 211.0239.0267.0295.0323.0352.0
i Ly TN S i bttt Ll S SN
mz--> 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\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

ﬁ?ggle i 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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 E-15-Heptadecenal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.92 2.05 ng 118040 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 99
2 1-Octadecene 252 C18H36 000112-88-9 99
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
4 E-7-Octadecene 252 C18H36 1000130-92-0 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
Abundance Scan 2182 (14.921 min): BF098425.D (-2179) (-) m/z 69.00 100.00%

5000

14.60 14.80 15.00 15.20
m/z 97.10  77.01%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104157: E-15-Heptadecenal

14,60 14.80 15.00 15.20
m/z 111.10  71.74%

5000

139.0 168.0 196.0 224.0 252.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 s R
14.60 14.80 15.00 15.20
5000 m/z 83.05 70.96%
111.0
o 15.0 139.0 168.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104186: 5-Octadecene, (E)- e A RERREEESE L
55.0 14.60 14.80 15.00 15.20
m/z 82.00 48.82%
83.0
5000
29.0 111.0
0 \‘ | ‘\‘ 139.0 168.0 195.0 224.0 252.0
S RamasaEe BB
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\BF091117\
Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

Sample : 15138-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 14 Hexacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.63 2.74 ng 157876 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 86
2 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 86
4 Nonadecane 268 C19H40 000629-92-5 80
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 78

Abundance Scan 2303 (15.633 min): BF098425.D (-2299) (-) m/z 57.00 100.00%
57.0
U SUMLILE B BN SUM
141 1168.1 207.0 15.40 15.60 15.80 16.00
Y ” et 2300 27733051 m/z 71.00 65.11%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 LR UL B B BU
mmmmmmmm
m/z 43.00 63.34Y%
ﬁ%wwmhwwwaMNMQM%w 20503230  367.0
m/z--> 55 160 150 260 2%0 360 3%0
Abundance
57.0
" 1540 15.60 15.80 16.00
5000 85.0 m/z 85.05 42 .21%
m/z--> 55 160 150 200 2%0 360 3%0
Abundance #105893: Heptadecane, 2-methyl- e RARRREE R
43.0 15.40 15.60 15.80 16.00
m/z 55.00 23.22%
5000 71.0 “wJVxAMmMAﬂvWJ\ALNq)AWhVﬁMMV
m/z--> 55 160 1éo 260 2%0 360 3%0 1520 1560 1580 1600

8270-BF091117.M Tue Sep 12 14:19:05 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

ﬁ?ggle i 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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 15 unknownl6.84 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.84 4.13 ng 237815 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-T(1R.3S)-3-Hvdroxvcvclohexvl15... 318 C21H3402 070434-82-1 35
2 Benzoic acid. 4-methoxv-3-T(4-me... 246 C13H14N203 1000362-78-4 22
3 Acetic acid. .alpha.-(1-naphthvl... 276 C19H1602 1000217-27-2 12
4 Silane. chlorodiethvl(2.7-dimeth... 272 C14H25CIOSi 1000363-57-6 12
5 Indoline, N-trifluoroacetyl- 215 C10H8F3NO 1000328-35-2 10
Abundance Scan 2508 (16.839 min): BF098425.D (-2505) (-) m/z 215.15 100.00%
.0 21b.2
93.0 124.0
5000
383.3 R AABEREEEs s
251.2  303.2 | | 1660 16,80 17.00 17 20
0 Al L L Tm/z 55.05 94.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159990: 2-[(1R,3S)-3-Hydroxycyclohexyl]5-(2-methyloctan-2...
215.0
5000 L S B B B
B0 o0 1660 16,80 17.00 17 20
161.0 4180 m/z 43.00 79.59%
ol— \H \M\“ PM\FH \‘\ ‘ \ ‘.l‘.‘..“.].‘6|.0.2.8?"9k.‘.... ———
m/z--> 150 200 250 300 350 400
Abundance
215.0
77.0 " 16,60 16.80 17.00 17.20
s000] 39.0 135.0 m/z 93.00 61.80%
165.0
246.0
oLl il vy b0 ol
m/z--> 50 100 150 200 250 300 350 400
Abundance #124544: Acetic acid, .alpha.-(1-naphthyl)benzyl ester R RRREE EE s
215.0 16.60 16.80 17.00 17.20
m/z 81.00 58.22%
5000
43.0
770 1270 276.0
OI\I‘II\II\.III\MI‘IJEIIIJ@SI'OILIllllll e ——— ; R B
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091117\

Data File : BF098425.D

Aca On : 12 Sep 2017 1:57

Operator : SJ/JU

ﬁ?ggle i 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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 16 _.gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.07 13.21 ng 761551 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 83
2 _beta.-Sitosterol 414 C29H500 000083-46-5 56
3 17-(1.5-DimethvlhexvI)-10.13-dim... 414 C29H500 1000210-86-9 49
4 Cholestan-3-one. 4.4-dimethvl-., ... 414 C29H500 002097-85-0 47
5 5_beta.-Cholan-24-oic acid, 3-oxo- 374 C24H3803 001553-56-6 43
Abundance Scan 2547 (17.068 min): BF098425.D (-2539) (-) m/z 43.00 100.00%
43.0
5000
145.1 231.2
03032 344 3 381.44144 16.80 17.00 17.20 17.40
0’ : m/z 55.00 59.56%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 81.0 A AN SUNIE SRR B
16.80 17.00 17.20 17.40
m/z 57.00 45.76%
o) — \‘I 1 IM' y “‘l‘”.
m/z--> 0 50 1
Abundance
43.0
16,80 17.00 17.20 17.40
5000 81.0 m/z 107.00 38.71%
145.0 Jiao 414.0
- 329.0
o 130, | 8O 2550 289.0 3819
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. . AR EEEEE RS
43.0 16.80 17.00 17.20 17.40
81.0 m/z 95.05 38.11%
5000
Ot A AR SUNI SRR B
mz-> 0 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF091117\
Data File : BF098425.D
Acg On : 12 Sep 2017  1:57 Instrument :
Operator : SJ/JU gﬁA{s el

- _ lentosampleld :
3?22'6 : 15138-11 EME-UTS-TS008-01
ALS Vial : 15 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... 4.87 11.5 ng 896825 1 6.67 1559630 20.0
unknown6 .45 6.45 90.0 ng 7019160 1 6.67 1559630 20.0
7-Methyl-4-azaflu... 10.76 2.8 ng 256319 4 11.18 1821960 20.0
4-Methylcarbazole 10.96 3.1 ng 280843 4 11.18 1821960 20.0
9,12-Octadecadien... 12.26 4.0 ng 368507 4 11.18 1821960 20.0
trans-13-Octadece... 12.28 2.5 ng 230919 4 11.18 1821960 20.0
6-Tetradecanesulf... 13.33 2.5 ng 150105 5 13.81 1176920 20.0
Heptadecyl heptaf... 13.66 4.3 ng 253093 5 13.81 1176920 20.0
Tetratriacontyl p... 14.29 2.3 ng 135461 5 13.81 1176920 20.0
Guanidine, N-[3-[-.. 14.56 3.6 ng 207692 6 15.22 1152710 20.0
Nonadecane 14.89 2.6 ng 148066 6 15.22 1152710 20.0
E-15-Heptadecenal 14.92 2.0 ng 118040 6 15.22 1152710 20.0
Hexacosane 15.63 2.7 ng 157876 6 15.22 1152710 20.0
unknownl16 .84 16.84 4.1 ng 237815 6 15.22 1152710 20.0
-.gamma.-Sitosterol 17.07 13.2 ng 761551 6 15.22 1152710 20.0
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