LSC Area Percent Report

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

Data File : BF098430.D

Aca On : 12 Sep 2017 4:15 Instrument :

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

3?22'6 : 15138-16 EME-WM-TS002-01

ALS Vial : 20 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 4.869 470 473 489 rVB 427375 752963 10.17% 1.367%
2 5.287 539 544 547 rBVY 6589400 7141938 96.48% 12.966%
3 6.328 715 721 732 rBVY 5778003 7402690 100.00% 13.440%
4 6.445 736 741 744 rBVY 6710824 6696065 90.45% 12.157%
5 6.669 775 779 787 rBVY 1739400 1556623 21.03% 2.826%
6 6.822 801 805 809 rBVY 4461523 4489462 60.65% 8.151%
7 7.239 870 876 879 rBVY 4281627 4432536 59.88% 8.047%
8 7.951 991 997 1000 rBY 2355243 2036740 27 .51% 3.698%
9 9.028 1174 1180 1183 rBvV 5227931 4514269 60.98% 8.196%
10 9.110 1189 1194 1198 rBV 111995 122017 1.65% 0.222%

11 9.422 1244 1247 1250 rVB 1351207 1068940 14.44% 1.941%
12 9.698 1288 1294 1298 rBV 2210815 1975324 26.68% 3.586%
13 10.410 1412 1415 1421 rBV2 80112 103886 1.40% 0.189%
14 10.492 1424 1429 1432 rBV 3123291 2933710 39.63% 5.326%
15 10.763 1472 1475 1477 rBV 204661 170975 2.31% 0.310%

16 10.839 1485 1488 1493 rVB 113355 107067 1.45% 0.194%
17 10.886 1493 1496 1499 rBvV 169572 146990 1.99% 0.267%
18 10.957 1501 1508 1513 rBV3 127019 187696 2.54% 0.341%
19 11.069 1521 1527 1535 rBV2 134174 150115 2.03% 0.273%
20 11.180 1541 1546 1553 rBV 2018634 1724051 23.29% 3.130%

21 11.251 1553 1558 1561 rBV2 126503 137976 1.86% 0.250%
22 11.869 1659 1663 1670 rVB3 58504 76452 1.03% 0.139%
23 12.263 1725 1730 1732 rBV 204465 197406 2.67% 0.358%
24 12.280 1732 1733 1739 rVB3 132281 114780 1.55% 0.208%
25 12.427 1755 1758 1765 rVB 172906 151083 2.04% 0.274%

26 12.663 1793 1798 1803 rVB3 47082 86861 1.17% 0.158%
27 12.763 1811 1815 1818 rBV 2888199 2523511 34.09% 4_.581%
28 13.663 1964 1968 1972 rBV 318595 340615 4.60% 0.618%
29 13.810 1988 1993 1997 rBV 1215676 1169749 15.80% 2.124%
30 14.286 2071 2074 2079 rBV2 102086 129057 1.74% 0.234%

31 14.886 2173 2176 2180 rBV 283849 311952 4.21% 0.566%
32 15.210 2227 2231 2240 rVB 915741 1204210 16.27% 2.186%
33 15.627 2298 2302 2308 rBV 214065 323552 4._37% 0.587%
34 17.086 2542 2550 2557 rVB7 170706 451274 6.10% 0.819%
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LSC Area Percent Report

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

Data File : BF098430.D

Aca On : 12 Sep 2017 4:15

Operator : SJ/JU

ﬁ?ggle i 15138-16 EME-WM-TS002-01
ALS Vial =: 20 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

Method
Title

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

35 17.774 2663 2667 2672 rBV7 60412 148113 2.00% 0.269%

Sum of corrected areas: 55080648
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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\BF091117\
BF098430.D

12 Sep 2017 4:15

SJ/Ju

15138-16

20 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

EME-WM-TS002-01

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF098430.D
5129

4.87

45
6.33

6.82

6.67

7.24

0
Time-->

5.50

T
5.00

6.00

6.50

Abundance

6000000

5000000

4000000

3000000

7.95

2000000

1000000

TIC: BF098430.D

9.03

10.49

9.70 11.18

L$1%§%§m0125

12.76

B s

13.1
A

Or=y—
Time-->

10.50 11.00 11.50

12.00

12.50

13.00 13.50

Abundance

6000000

5000000

4000000

3000000

2000000

13.81
1000000

TIC: BF098430.D

15.21

14.29 14.89 15.63 17.09

17.77

Time-->

14.00

14.50 15.00 15.50

16.00 16.50 17.00 17.50

18.00

18.50

19.00

8270-BF091117.
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Library Search Compound Report

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

Data File : BF098430.D

Aca On : 12 Sep 2017 4:15

Operator : SJ/JU

ﬁ?ggle i 15138-16 EME-WM-TS002-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

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

4._.87 9.67 ng 752963 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 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 473 (4.869 min): BF098430.D (-470) (-) m/z 43.00 100.00%

43.0
5000 59.0

101.0
460 480 500 520
83.0
Ol il 08 L 671 830 | 77 59.00 51.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000 e e A AR B
4.60 4.80 5.00 5.20

59.0 m/z 58.00 17.59%

101.0
0 WO%mu‘mo‘ 67.0 830 91.0 | |
S L 5 T PR . 78 il 4 S
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0

4.60 4.80 5.00 5.20

5000 m/z 101.00 14.07%
41.0
29.0 101.0
50.0 73.0 86.0

L B £ S -

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- i e am maa

59.0 4.60 4.80 5.00 5.20

m/z 41.00 7.94%

5000 41.0
31.0
“ 69.0 87.0
oL 150 | sl | | 980
..“...“...“...“...“..w...w...w...w...w...w.

m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

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

Data File : BF098430.D

Aca On : 12 Sep 2017 4:15

Operator : SJ/JU

ﬁ?ggle i 15138-16 EME-WM-TS002-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 86.03 ng 6696070 1,4-Dichlorobenzene-d4 6.67
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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 742 (6.451 min): BF098430.D (-736) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.0 IERSENAEE AR LR A
40.0 54.0 J 6.20 6.40 6.60 6.80
oM'.I?%?. Agpa0 g m/z 134.00 34.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IRSENRAEE RSN LR A
6.20 6.40 6.60 6.80
310 510 m/z 68.00 32.58%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.00 21.62%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R R E e S REREE
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.24%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R Ea e e
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

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

Data File : BF098430.D

Aca On : 12 Sep 2017 4:15

Operator : SJ/JU

ﬁ?ggle i 15138-16 EME-WM-TS002-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9H-Carbazole, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.96 2.18 ng 187696 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Carbazole. 2-methvl- 181 C13H11IN 003652-91-3 78
2 1.1"-Biphenvl. 2.2"-diethvl- 210 C16H18 013049-35-9 70
3 3-Methvlcarbazole 181 C13H11IN 004630-20-0 60
4 7-Methvl-4-azafluorene 181 C13H11IN 064291-99-2 58
5 Benzo[b]benzo[3,4]cyclobuta[1,2-... 210 C14H1002 042896-18-4 58
Abundance Scan 1509 (10.963 min): BF098430.D (-1501) (-) m/z 181.10 100.00%
181.1
5000
210.1
401570 770 1090 o0, 1521 238.1 10.60 10.80 11.00 11.20
o m/z 210.10 25.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46471: 9H-Carbazole, 2-methyl-
181.0
5000 ‘r%v—rrATAj—v—v—v—v—er—v—rﬁ

10.60 10.80 11.00 11.20
m/z 165.05  25.30%

152.0
270 510 70 4010 1270 7 il
T T T T e T R e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
181.0
10.60 10.80 11.00 11.20
5000 210.0 m/z 166.00 22.61%
89.0 152.0
o 39.0 63.0 11501320
T T T T T T e e T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46465: 3-Methylcarbazole
181.0 10.60 10.80 11.00 11.20
m/z 104.95 14.76%
5000
152.0
oo 710 020 1270 U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098430.D

Aca On : 12 Sep 2017 4:15

Operator : SJ/JU

Sample : 15138-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 9,12-Octadecadienoic acid, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.26 2.29 ng 197406 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 92
2 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 90
3 Bicvclol2.2.21octane. 2-methvl- 124 C9H16 000766-53-0 83
4 11.14-Eicosadienoic acid. methvl... 322 C21H3802 002463-02-7 70
5 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 64

Abundance Scan 1730 (12.263 min): BF098430.D (-1725) (-) m/z 67.00 100.00%

67.0

5000

:

12.00 12.20 12.40 12.60

0 m/z 81.00 73 .93%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

:

5000 LIS L L L LB L B
12.00 12.20 12.40 12.60
m/z 55.00 68.40%
oL 123.0149.0 475 9 262.0 294.0
e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
67.0
R e
95.0 12.00 12.20 12.40 12.60
5000 ' m/z 41.00 54.33%
41.0
. 123.0 1500 263.0 3420
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl- e  RRRaE Bam s
67.0 95.0 12.00 12.20 12.40 12.60
124.0 m/z 95.00 49.47%

5000

-

I T T I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.00 12.20 12.40 12.60

8270-BF091117.M Tue Sep 12 14:22:26 2017

EME-WM-TS002-01

Page: 7



Library Search Compound Report

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

Data File : BF098430.D

Aca On : 12 Sep 2017 4:15

Operator : SJ/JU

ﬁ?ggle i 15138-16 EME-WM-TS002-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.66 5.82 ng 340615 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Cvclopentadecane 210 C15H30 000295-48-7 93
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 1968 (13.663 min): BF098430.D (-1964) (-) m/z 57.00 100.00%
57.0
97.1
5000
U AR NN SUNRN S
13.40 13.60 13.80 14.00
40.1
N — l.hl.-. L 20Ll 24802810 | "n/z 43.00 80.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 U AR BN SUNRN B
13.40 13.60 13.80 14.00
m/z 55.00 79.05%
oL260] | | M | [ 1390 1950 2690 3300
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 AL BN BN SUNR BN
13.40 13.60 13.80 14.00
5000 m/z 83.05 67.17%
169.0
o260 138.0 210.0 2550 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R EEEEmEmem e
57.0 13.40 13.60 13.80 14.00
97.0 m/z 69.05 60.61%
o280 | || ‘ | |[1390 17702100 2550 356.0
m/z--> 50 100 150 200 250 300 350 400 1340 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 : BF098430.D

Aca On : 12 Sep 2017 4:15

Operator : SJ/JU

ﬁ?ggle i 15138-16 EME-WM-TS002-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.21 ng 129057 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Tritetracontane 605 C43H88 007098-21-7 87
3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 87
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 86
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
Abundance Scan 2075 (14.292 min): BF098430.D (-2071) (-) m/z 57.00 100.00%
571.0
5000
111 L AR S B B
197.0 2529 14.00 14.20 14.40 14.60
Ol m/z 43.00 72 .03%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94344: Heptadecane
57.0
5000 LR BUUULIL B UL UL

14.00 14.20 14.40 14.60
m/z 55.00 65.89%

i \\1\\3 \0\169 0 2400

(oSSR S 5 A i A HSM
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R B R RAR S
14.00 14.20 14.40 14.60
5000 m/z 71.05 51.28%
111.0 169.0
o 225.0 281.0 337.0 393.0 463.0 519.0 575.0
T A T e T e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185101: 1-Octadecanesulphony! chloride AR EEREE L
1.0 14.00 14.20 14.40 14.60
m/z 97.05 45.22%
5000
5.0
0 ” l\j\.l\l\e'lo 288.0
e e e e R B R RAmaS
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098430.D

Aca On : 12 Sep 2017 4:15

Operator : SJ/JU

Sample : 15138-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 8 Hexacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.89 5.18 ng 311952 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2177 (14.892 min): BF098430.D (-2173) (-) m/z 57.00 100.00%
57.0 ﬂ
5000
|9 9.0 1460 14.80 15.00 15.20
141 1 : : : :
oL, ‘, | g it 1831 28712660 | m/z 71.00 62.58%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 L B B BUILE U
Mmmmmmmm
99.0 m/z 43.00 53.00%
ol 1| h““h | , 1410 183.0 225.0 267.0 309.0  367.0
m/z--> 55 100 150 260 2éo 300 3éo
Abundance
57.0
' 14.60 14.80 15.00 15.20
5000 m/z 85.05 42 .47%
99.0
0 28.0 1410 183.0 2250 267.0 309.0  365.0394.0
m/z--> 55 160 150 260 2éo 300 3éo
Abundance #175557: Tetracosane e RS
57.0 14.60 14.80 15.00 15.20
m/z 55.00 20.44%
99.0
ﬁWH|idimm1%02M2N0%%m0
m/z--> 55 160 150 200 250 360 3éo ' 14%0 1480 1500 1520
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Library Search Compound Report

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

Data File : BF098430.D

Aca On : 12 Sep 2017 4:15

Operator : SJ/JU

ﬁ?ggle i 15138-16 EME-WM-TS002-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.63 5.37 ng 323552 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heptadecane 240 C17H36 000629-78-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2302 (15.627 min): BF098430.D (-2298) (-) m/z 57.00 100.00%
57.0
5000 uWMAVWANA,-AHJ\Amw**ﬁhwkm,fL
9.1 "' 15.40 15.60 15.80 16.00
141.1 : : :
ol bl g Mbta7a2 2100 2as828103131 T 05 60, 02%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 LRI B BULRLL UL B
mmmmmmmm
m/z 43.05 54 _.78%
0 27.0) Iy ‘990 1410 1830 226.0
m/z--> 50 160 1%0 200 250 300 350 '
Abundance
57.0
"' 15.40 15.60 15.80 16.00
5000 m/z 85.05 41.74%
99.0
0 27.0 141.0 182.0211.0240.0
m/z--> 55 160 1%0 260 2%0 360 350 '
Abundance #209566: Octacosane L o o e B
57.0 15.40 15.60 15.80 16.00
m/z 41.00 16.20%
- “MJMvav«wwmwJ&“Lﬂwwﬁmﬂuffk
99.0
0 27,0 ] Ly, 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 1%0 200 250 360 350 ' 1550 1560 1580 1600
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Library Search Compound Report

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

Data File : BF098430.D

Aca On : 12 Sep 2017 4:15

Operator : SJ/JU

ﬁ?ggle i 15138-16 EME-WM-TS002-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl1l7.09 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.09 7.49 ng 451274 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-(1.5-DimethvlhexvI1)-10.13-dim... 414 C29H500 1000210-86-9 25
2 2-(4-Benzothiazol-2-vl-piperidin... 355 C19H21N302S 1000322-21-0 25
3 Tricvclol3.2.1.0(2.4)loctane-3-c... 231 C14H17NO2 1000297-39-2 22
4 Adenine. N4-trifluoroacetvl- 231 C7H4F3N50 1000374-88-1 22
5 6-epi-shyobunol 222 C15H260 1000374-18-3 15
Abundance Scan 2551 (17.092 min): BF098430.D (-2542) (-) m/z 55.00 100.00%
58.0
107.0 231.1
162.1
5000
16,80 17.00 17.20 17.40
0 m/z 43.00 98.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. ..
43
5000 AR SR SO B
16.80 17.00 17.20 17.40
m/z 81.00 71.56%
oL+
m/z-->
Abundance
231.0
16,80 17.00 17.20 17.40
5000 96.0 162.0 m/z 231.10 71.09%
355.0
oL, 420 200.0 288.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #86840: Tricyclo[3.2.1.0(2,4)]octane-3-carboxylic acid (fu...
81.0 16.80 17.00 17.20 17.40
m/z 57.00 70.53%
5000
162.0
231.0
0 "4§g"“JL“IH}?9|'I"'1??Q 'i' UL VAL DU S R SRR R SUNE B
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

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

Data File : BF098430.D

Aca On : 12 Sep 2017 4:15

Operator : SJ/JU

ﬁ?ggle i 15138-16 EME-WM-TS002-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1H-3a,7-Methanoazulene, oct... Concentration Rank 8

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

17.77 2.46 ng 148113 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1H-3a.7-Methanoazulene. octahvdr... 206 C15H26 003724-42-3 50
2 Guaia-9.11-diene 204 C15H24 1000374-19-8 25
3 6-Methvl-6.7-dihvdro-9H-5-o0xa-9-... 177 C10H11NO2 1000210-20-2 18
4 2(E).4-Pentadienamide. N-T1-(dim... 206 C12H18N20 075378-94-8 18
5 1H-Cycloprop[e]azulen-4-o0l, deca... 222 C15H260 000552-02-3 18
Abundance Scan 2666 (17.768 min): BF098430.D (-2663) (-) m/z 66.95 100.00%

67.0
95.0
41.0 135.1 189.1
5000
161.0 218.1 ) 283.2
317.2 17.40 17.60 17.80 18.00
0 m/z 81.00 77.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66231: 1H-3a,7-Methanoazulene, octahydro-1,4,9,9-tetramet...
82.0
41.0
107.0 163.0  206.0

5000

17.40 17.60 17.80 18.00
m/z 95.00 73.97%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
93.0
189.0 R R EEEEE
119.0 17.40 17.60 17.80 18.00
0
50001 410 161.0 m/z 189.10 72.41%

67.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #43202: 6-Methyl-6,7-dihydro-9H-5-oxa-9-azabenzocyclohepte... A BT o e

69.0  100.0 17.40 17.60 17.80 18.00
177.0 m/z 41.00 69.89%
5000
41.0 135.0
o,t.w”.wL.l”:ws..”.w”..”..”..”..”..”..”..”..”... N —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091117\

Data File : BF098430.D

Acq On : 12 Sep 2017 4:15

Operator : SJ/JU

3?22'6 i 15138-16 EME-WM-TS002-01
ALS Vial : 20 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 9.7 ng 752963 1 6.67 1556620 20.0
unknown6 .45 6.45 86.0 ng 6696070 1 6.67 1556620 20.0
9H-Carbazole, 2-m... 10.96 2.2 ng 187696 4 11.18 1724050 20.0
9,12-Octadecadien... 12.26 2.3 ng 197406 4 11.18 1724050 20.0
Trifluoroacetoxy ... 13.66 5.8 ng 340615 5 13.81 1169750 20.0
Heptadecane 14.29 2.2 ng 129057 5 13.81 1169750 20.0
Hexacosane 14.89 5.2 ng 311952 6 15.22 1204210 20.0
Hexadecane 15.63 5.4 ng 323552 6 15.22 1204210 20.0
unknownl17.09 17.09 7.5 ng 451274 6 15.22 1204210 20.0
1H-3a,7-Methanoaz... 17.77 2.5 ng 148113 6 15.22 1204210 20.0
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