LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\

Data File : BFO77467.D

Acq On : 26 Feb 2015 16:11 Instrument :
Operator : TP/IZ BNA_F

Sample - G1384-06 ClientSampleld :
Misc - 36A-NW-022515
ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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: CENTROID

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.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 height area % max. total
1 1.424 45 47 50 rBvY 3521871 4578821 100.00% 21.123%
2 1.561 55 59 62 rvB 117376 197861 4.32% 0.913%
3 1.733 72 74 80 rvv 61340 84757 1.85% 0.391%
4 1.847 81 84 94 rvB2 87748 185955 4_06% 0.858%
5 5.047 362 364 370 rvVB 254757 289304 6.32% 1.335%
6 5.561 406 409 411 rBV 1141512 1416988 30.95% 6.537%
7 6.819 517 519 522 rBV 1188987 1399013 30.55% 6.454%
8 6.979 530 533 535 rBVY 1596648 1560200 34.07% 7.198%
9 7.264 556 558 560 rBvY 385111 355748 7.77% 1.641%
10 7.459 572 575 577 rVB 897850 1184914 25.88% 5.466%

11 7.962 616 619 621 rBvV 674559 902204 19.70% 4.162%
12 8.842 694 696 698 rBvV 584487 492924 10.77% 2.274%
13 10.191 812 814 816 rBV 2100730 1832690 40.03% 8.455%
14 10.693 856 858 860 rBvV 61830 52126 1.14% 0.240%
15 11.013 884 886 889 rvB 573085 579168 12.65% 2.672%

16 11.916 963 965 967 rVB 95363 84286 1.84% 0.389%
17 11.996 969 972 975 rBV 1285950 1237702 27.03% 5.710%
18 12.865 1045 1048 1050 rBV 464982 619277 13.52% 2.857%
19 14.854 1220 1222 1225 rBV 1897970 2140404 46.75% 9.874%
20 15.494 1274 1278 1283 rBV 261180 303724 6.63% 1.401%

21 16.020 1322 1324 1333 rBV 271170 406229 8.87% 1.874%
22 16.145 1333 1335 1338 rBV 658988 752567 16.44% 3.472%

23 16.854 1394 1397 1400 rBV2 26896 46257 1.01% 0.213%

24 17.323 1436 1438 1441 rBV 71488 83054 1.81% 0.383%

25 17.643 1463 1466 1471 rBvV4 18112 47374 1.03% 0.219%

26 17.894 1485 1488 1491 rBV 599638 754680 16.48% 3.482%

27 18.523 1541 1543 1549 rVB2 45209 88344 1.93% 0.408%
Sum of corrected areas: 21676571
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\

Data File : BF077467.D

Acg On : 26 Feb 2015 16:11

Operator : TP/1Z

ﬁ?gg le 61384-06 36A-NW-022515
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BFO77467.D
3500000 1la2

3000000
2500000

2000000
6.98
1500000
5.56 6.82

1000000 7.46

500000 7.26

5.05
1.56 4385
o= A

I I T I
Time-->  1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BFO77467.D
3500000

3000000

2500000

10.19
2000000

1500000 12.00

1000000

8.84 11.01
500000 12.87

10.69 1

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00

Abundance TIC: BFO77467.D
3500000

3000000
2500000
20000001 14.85
1500000

1000000
16.15 17.89

500000 h
1549 m@ 32 18.52
I\ 16.85  17.32 1764 :

e e T S B I B e e e e e

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\

Data File : BF077467.D

Acg On : 26 Feb 2015 16:11

Operator : TP/1Z

3?22 le 61384-06 36A-NW-022515
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.42 257.42 ng 4578820 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 72
2 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
3 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 47 (1.424 min): BFO77467.D (-45) (-) m/z 73.10 100.00%
73
43
5000
89
55 1.00 120 1.40 1.60 1.80
bt e e e e e e m/z 43.05 55.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 NSRS RSN SRR S
1.00 120 1.40 1.60 1.80
31 89 m/z 89.10 29.49%
T |'?§'|"??|""| '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
3 100 120 140 160 180
5000 m/z 41.05 11.17%
27
59 74
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
73 1.00 120 1.40 1.60 1.80
43 m/z 45.10 8.50%
55
5000
29
5 sl |6 | @ ®
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 1.00 1.0 1.40 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\

Data File : BF077467.D

Acg On : 26 Feb 2015 16:11

Operator : TP/1Z

3?22 le 61384-06 36A-NW-022515
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

1.73 4.77 ng 84757 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 53
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 25
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 25
4 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 23
5 1-Hepten-4-ol 114 C7H140 003521-91-3 17

Abundance Scan 74 (1.733 min): BFO77467.D (-72) (-) m/z 73.10 100.00%
<}
43
5000
55 87 L —
- | | 140 160 1.80 2.00
e e Tm/z 43.10  74.27%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 IR SRR SR R
43 1.40 1.60 1.80 2.00
55 87 m/z 87.10 26.72%
Px w0 @
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
43 73
30 . 140 1.60 180 200
5000 m/z 55.05 25.25%
15
38 52
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #13286: 2,2,4-Trimethyl-3-pentanol
78 1.40 1.60 1.80 2.00
m/z 41.10 14 .60%
41 55 87
5000
29
T '|'%§'|' 'JMN "'I""I""I"§?I" U |"??|" T AR SRR SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BFO77467.D

Acq On : 26 Feb 2015 16:11

Operator : TP/1Z

Sample - G1384-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.05 16.26 ng 289304 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane 58 C4H10 000106-97-8 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 364 (5.047 min): BFO77467.D (-362) (-) m/z 43.10 100.00%
43
59
5000
101 TrrrrrryrriT T r T TroTrT
83 007 480 5.00 5.20 5.40
SRS RSN M| NS MRS MMM m/z 59.10 55.83%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 5.40
m/z 101.10 19.88%
15 4 ‘ 101
'|“'tw“hw“'“|'“'?i"L"w"“ SRS EEDE NS S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 5.00 520 5.40
5000 M m/z 58.10 15.83%
'I""I""I""I"qu""I""I%zﬁ'}4?"' [rrrrprrorrprT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #224: Butane LIS B
43 480 5.00 5.20 5.40
m/z 41.10 8.47%
5000 29
5 ‘ 58
'%”'“IM"M“'JI”"I”"P"'P"'"""'W"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BFO77467.D

Acq On : 26 Feb 2015 16:11

Operator : TP/1Z

Sample - G1384-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.98 Concentration Rank 2

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

6.98 87.71 ng 1560200 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 533 (6.979 min): BFO77467.D (-530) (-) m/z 132.00 100.00%
32
5000
68
0 45 g || 5 g P aoe g o5 ok 760 750 a0
R R R A R e e R R e e m/z 68.10 35.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S LR AN SRS R
6.60 6.80 7.00 7.20 7.40
78 m/z 134.00 33.44%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 67 m/z 66.10 22.20%
41 97
53 2 117
34 60 89 105 124
mﬁwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole o
132 6.60 6.80 7.00 7.20 7.40

m/z 69.10 14.21%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 660 6.80 700 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\

Data File : BF077467.D

Acg On : 26 Feb 2015 16:11

Operator : TP/1Z

3?22 le 61384-06 36A-NW-022515
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.91 ng 84286 Acenaphthene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Benzenepropanenitrile, _beta.-oxo- 145 C9H7NO 000614-16-4 47
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
Abundance Scan 965 (11.916 min): gFO77467.D (-963) (-) m/z 105.00 100.00%
105
77
5000 182
51 Y A SN
152 11.60 11.80 12.00 12.20
SN ~ N AN N O e o N m/z 77.10 66.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44108: Benzophenone
105
77 182
5000 L AL AN RN IR
11.60 11.80 12.00 12.20
o1 m/z 182.10  45.30%
27 39 | 63 | ‘ 126 152 l
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77 105
1160 11.80 12.00 12.20
5000 182 m/z 51.05 24 _91%
51
32 150
miz--> 20 40 60 80 100 120 140 160 180
Abundance #20627: Benzenepropanenitrile, .beta.-oxo-
105 11.60 11.80 12.00 12.20
m/z 181.10 8.10%
77
5000
51
1827 39 | 63 | 8 | 116 145
m/z--> 20 40 60 80 100 120 140 160 180 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\

Data File : BF077467.D

Acg On : 26 Feb 2015 16:11

Operator : TP/1Z

3?22 le 61384-06 36A-NW-022515
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.49 8.07 ng 303724 Chrysene-di12 16.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 78
2 Hexadecanamide 255 C16H33NO 000629-54-9 78
3 Tetradecanamide 227 C14H29NO 000638-58-4 72
4 Decanamide- 171 C10H21NO 002319-29-1 72
5 Nonanamide 157 C9H19NO 001120-07-6 64
Abundance Scan 1278 (15.494 min): BFO77467.D (-1274) (-) m/z 59.10 100.00%
59
5000
41
83 98112126 1520 15.40 15.60 15.80
140154
168184198 222238 264 281 n/z 72.10 64 _96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 R DAL BRI SUMILE SR
15.20 15.40 15.60 15.80
41 m/z 55.10 38.20%
27 | ‘\‘u |73 % 114128 154 170184108 220 238 264 %71
m/z--> ﬁo Jo 60 éo 160 150 150 1éo 180 200 220 240 2éo 2éo
Abundance
59
1520 15.40 15.60 15.80
5000 m/z 41.10 33.72%
43
29 86 100114128142156170184198212226240255
wmwwmwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74438: Tetradecanamide I e B
59 mmmmmmmm
m/z 43.10 26.36%
5000
43
28 || | . BP100114128 149 170184108 227
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1éo 200 220 240 2éo 2éo 1550 1540 1560 1580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\

Data File : BF077467.D

Acg On : 26 Feb 2015 16:11

Operator : TP/1Z

3?22 le 61384-06 36A-NW-022515
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Dichloroacetic acid, heptad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.02 10.80 ng 406229 Chrysene-d12 16.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 95
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 2- Chloropropionic acid, hexadec... 332 C19H37CI102 086711-81-1 91
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91
Abundance Scan 1324 (16.020 min): BFO77467.D (-1322) (-) m/z 57.10 100.00%

5000

-

15.60 15.80 16.00 16.20 16.40
m/z 43.10 99.03%

139154 182 208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester

-

5000
15.60 15.80 16.00 16.20 16.40

m/z 55.05 98.51%

154169 191 210 238 9g5 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIIII
15.60 15.80 16.00 16.20 16.40
5000 m/z 83.05 92.59%
125
27 140 188 106 222238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-

-

15.60 15.80 16.00 16.20 16.40
m/z 69.05 80.47%

5000

126 153168 196 224 252 280
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20 16.40

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\

Data File : BF077467.D

Acg On : 26 Feb 2015 16:11

Operator : TP/1Z

3?22 le 61384-06 36A-NW-022515
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.32 2.20 ng 83054 Perylene-di12 17.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
4 Propanoic acid, 2,2-dimethyl-, [... 306 C20H3402 1000164-38-8 59
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50
Abundance Scan 1438 (17.323 min): BFO77467.D (-1436) (-) m/z 69.10 100.00%
69
5000 f\_ﬂﬁ__,“,xAJAv_,_u,_,_,.d-
41
| % 121 149 17.00 17.20 17.40 17.60
(149 177 207 : : . .
b L B R 28 Tm/z 81.05  48.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000 4! L PR UL B LR
17.00 17.20 17.40 17.60
o5 m/z 41.05 26.93%
L “h\ ;17 m ‘161 101 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
17.00 17.20 17.40 17.60
5000 m/z 95.10 14 .57%
41
95 137
117 | 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal R R mEEE
69 17.00 17.20 17.40 17.60
m/z 68.10 13.47%
5000{ 41
Y
NNy h 13 | ae1 12 19 247 273 316
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BFO77467.D

Acq On : 26 Feb 2015 16:11

Operator : TP/1Z

Sample - G1384-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 12 1-Heptadecene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.52 2.34 ng 88344 Perylene-di12 17.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 83
2 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 80
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 80
4 1-Docosene 308 C22H44 001599-67-3 70
5 1-Tetracosanol 354 C24H500 000506-51-4 64

Abundance Scan 1543 (18.523 min): BF077467.D (-1541) (-) m/z 57.10 100.00%
I /\/\MJJ\\MA
5000
, 139 160 192211 . 35| | 1820 1840 1960 1530
— 10 m/z 83.10 86.63%
m/z--> 50 100 150 200 250 300 350
Abundance #81253: 1-Heptadecene
57 83
5000 SRR UL BN R
29 111 1820 18.40 18.60 18.80
m/z 43.10 83.73%
1 \,\ m | \H d | 1190168 103210 238
m/z--> 100 150 200 250 300 350
Abundance
43 83
1820 18.40 18.60 18.80
5000 m/z 69.10 80.25%
111
63 139 168 196 241 q\AV\JAJN_JVUVAN\VJv\VV\NLAfk
m/z--> 50 100 150 200 250 300 350
Abundance #148859: Trichloroacetic acid, pentadecy! ester N LA M e
4 18.20 18.40 18.60 18.80
83 m/z 97.10 79.90%
5000
111
Z%J 6 J‘ I 4, 19 182 210
m/z--> 50 100 150 200 250 300 350 1820 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\

Data File : BF077467.D

Acg On : 26 Feb 2015 16:11

Operator : TP/1Z

3?22 le 61384-06 36A-NW-022515
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 1.42 257.4 ng 4578820 1 7.26 355748 20.0
Butane, 2-methoxy... 1.73 4.8 ng 84757 1 7.26 355748 20.0
2-Pentanone, 4-hy... 5.05 16.3 ng 289304 1 7.26 355748 20.0
unknown6 .98 6.98 87.7 ng 1560200 1 7.26 355748 20.0
Benzophenone 11.92 2.9 ng 84286 3 11.01 579168 20.0
9-Octadecenamide, ... 15.49 8.1 ng 303724 5 16.15 752567 20.0
Dichloroacetic ac... 16.02 10.8 ng 406229 5 16.15 752567 20.0
Squalene 17.32 2.2 ng 83054 6 17.89 754680 20.0
1-Heptadecene 18.52 2.3 ng 88344 6 17.89 754680 20.0
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