LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077466.D

Acq On : 26 Feb 2015 15:43

Operator : TP/1Z

Sample - G1384-05

Misc :

ALS Vial : 7 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 rBV 3634532 4071068 100.00% 20.548%
2 1.561 55 59 62 rvB 118699 187823 4.61% 0.948%
3 1.733 72 74 77 rVB 52671 66030 1.62% 0.333%
4 1.847 81 84 96 rvB2 84626 177475 4_36% 0.896%
5 5.047 362 364 372 rVB 236507 270581 6.65% 1.366%
6 5.562 406 409 411 rBV 1024427 1243427 30.54% 6.276%
7 6.819 517 519 522 rBV 1096285 1260747 30.97% 6.364%
8 6.979 530 533 535 rBV 1451819 1393926 34.24% 7.036%
9 7.265 556 558 560 rBVY 366403 345600 8.49% 1.744%
10 7.459 572 575 577 rBV 828165 1074883 26.40% 5.425%

11 7.950 616 618 621 rBvV 572935 794669 19.52% 4.011%
12 8.842 694 696 699 rBvV 566676 481364 11.82% 2.430%
13 10.191 811 814 816 rBV 1961498 1754128 43.09% 8.854%
14 10.693 856 858 860 rBvV 57442 47992 1.18% 0.242%
15 11.014 884 886 889 rvB2 514407 556564 13.67% 2.809%

16 11.916 963 965 967 rBV 86803 81285 2.00% 0.410%
17 11.996 969 972 975 rBV 1129257 1082091 26.58% 5.462%
18 12.865 1045 1048 1050 rBV 484061 600735 14.76% 3.032%
19 14.854 1220 1222 1225 rBV 1816463 2105944 51.73% 10.630%
20 15.494 1275 1278 1281 rBV 69383 87620 2.15% 0.442%

21 16.020 1322 1324 1333 rBV 348067 455848 11.20% 2.301%
22 16.145 1333 1335 1338 rBV 677783 703255 17.27% 3.550%
23 17.311 1434 1437 1439 rBV 66522 99772 2.45% 0.504%
24 17.871 1483 1486 1489 rBV 586428 703807 17.29% 3.552%
25 18.500 1538 1541 1546 rBV 62101 123024 3.02% 0.621%

26 19.631 1638 1640 1645 rVB5 21703 42403 1.04% 0.214%

Sum of corrected areas: 19812061
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF022615\

BFO77466.D

26 Feb 2015 15:43

TP/1Z

G1384-05

7 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077466.D

Acq On : 26 Feb 2015 15:43

Operator : TP/1Z

Sample - G1384-05

Misc :

ALS Vial : 7 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.

1.42 235.59 ng 4071070 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 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 47 (1.424 min): BFO77466.D (-45) (-) m/z 73.10 100.00%
7B
43
5000
89
37 55 1.00 120 1.40 1.60 1.80
et e S e e || M/z 43.05 55 78%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 NSRS NSRS SR S
1.00 120 1.40 1.60 1.80
31 89 m/z 89.10 30.03%
..,.??.,..??,....,..??,....,....,....,....,....,....,..
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
3 100 120 140 160 180
5000 m/z 41.05 10.99%
27
59 74
mz> 20 30 40 50 60 70 8 90 100 110 120
Abundance #141656: 1,3-Dioxolane, 2-(3-bromo-5,5,5-trichloro-2,2-dim...
73 1.00 120 1.40 1.60 1.80
m/z 45.10 8.70%
5000
45
"I""I"3§'NJ"'I'§§'I"§?I'l"l""l""l' '}p?}}§'|" NSNS SR S
m/z--> 20 30 40 50 60 70 8 90 100 110 120 1.00 120 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077466.D

Acq On : 26 Feb 2015 15:43

Operator : TP/1Z

Sample - G1384-05

Misc :

ALS Vial : 7 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 8

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

1.73 3.82 ng 66030 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 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 74 (1.733 min): BF077466.D (-72) (-) m/z 73.10 100.00%
3
43
5000
55 87 S L
3| | | 140 1.60 1.80 2.00
S T Y O S m/z 43.10 64.33%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AR SR SRR
43 1.40 1.60 1.80 2.00
55 87 m/z 55.05 24.51%
Px lm el
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 1.40 1.60 1.80 2.00
5000 m/z 87.10 24 _.32%
29
15 67 97
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #726: Acetamide, N-methyl- R R R
4 73 1.40 1.60 1.80 2.00
2 m/z 41.05 14.73%
58
5000
15
"'w'"|'””“M'?ﬁ“l“'F%"|"”|'*'w""|“"|"' AR SR R
m/z--> 10 20 30 40 50 60 70 8 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 : BF077466.D

Acq On : 26 Feb 2015 15:43

Operator : TP/1Z

Sample - G1384-05

Misc :

ALS Vial : 7 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 5 unknown5.05 Concentration Rank 4

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

5.05 15.66 ng 270581 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 364 (5.047 min): BFO77466.D (-362) (-) m/z 43.10 100.00%
59
5000
1 480 500 520 540
....,....',...:|,....,8~.3...~,|....,....,....,....,....,2.97.. m/z 59.10 56.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
50
5000 R UL L L
a1 4.80 5.00 5.20 5.40
101 m/z 101.10 19.12%
29
'"'|JW““M"Wi“qugg'wt'"|'“'|"'w""|”"|"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 500 520 540
5000 5 m/z 58.10 15.65%
15 101
31 83
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime R B fim
43 4.80 5.00 5.20 5.40
m/z 41.05 8.67%
5000
101
15 31 | Beg g
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077466.D

Acq On : 26 Feb 2015 15:43

Operator : TP/1Z

Sample - G1384-05

Misc :

ALS Vial : 7 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 80.67 ng 1393930 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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 533 (6.979 min): BF077466.D (-530) (-) m/z 132.00 100.00%
5000 68
0 s | s J o5 6k 700 750 Tho
54 - - - - -
g TT 87 L ASus L m/z 68.10  35.73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A AR SUAN SRS R
6.60 6.80 7.00 7.20 7.40
21 51 78 m/z 134.00 33.76%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.60 6.80 7.00 7.20 7.40
5000 gg 116 m/z 66.10 22.87%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 A
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal o )
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 14 .41%
5000 67
41 97
53
P o]
||||“|‘||“|‘||‘|“l‘|‘|“|‘|8|8|‘i|1|0§||“|||H| —— ——r— ——r— e
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077466.D

Acq On : 26 Feb 2015 15:43

Operator : TP/1Z

Sample - G1384-05

Misc :

ALS Vial : 7 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 2.92 ng 81285 Acenaphthene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Azobenzene, (E)- 182 C12H10N2 017082-12-1 59
4 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 49
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 965 (11.916 min)&) BF077466.D (-963) (-) m/z 105.00 100.00%
105
77
5000 182
51 BN | DU
152 11.60 11.80 12.00 12.20
,....3,9..'|..,6?. 86 m/z 77.10 63.88%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #44108: Benzophenone
105
77 182
5000 L A AR LR IR
11.60 11.80 12.00 12.20
o1 m/z 182.10 42.80%
27 39 | 63 | ‘ 126 152 Iy
mz-> 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 25.90%
51
32 150
mz-> 20 40 60 80 100 120 140 160 180
Abundance #43990: Azobenzene, (E)-
w7 11.60 11.80 12.00 12.20
m/z 106.00 8.93%
5000
51 182
27 39 64 | o1 105115 128 139 152 ‘
mz-> 20 40 60 80 100 120 140 160 180 1160 11.80 12,00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077466.D

Acq On : 26 Feb 2015 15:43

Operator : TP/1Z

Sample - G1384-05

Misc :

ALS Vial : 7 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 12
R.T. EstConc Area Relative to ISTD R.T.
15.49 2.49 ng 87620 Chrysene-di12 16.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 72
2 7-Nonenamide 155 C9H17NO 090949-53-4 59
3 Octanamide 143 C8H17NO 000629-01-6 53
4 Tetradecanamide 227 C14H29NO 000638-58-4 53
5 Diazene, [1-(2,2-dimethylhydrazi... 172 C8H20N4 061940-94-1 47
Abundance Scan 1278 (15.494 min): BFO77466.D (-1275) (-) m/z 59.10 100.00%
5o
5000 a1
81 95 117126 15,20 15.40 15.60 15.80
140154 : : . .
207 281 m/z 72.10 68.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 R AN UL SURILE I
15.20 15.40 15.60 15.80
41 m/z 55.10 40.74%
27 | ‘\‘u |33 1428 1sag7oisucs 220 238 264 %
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 2éo 280
Abundance
59
15,20 15.40 15.60 15.80
5000 m/z 41.10 37.63%
44
29 3 981121261491
WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19501: Octanamide R B
509 15.20 15.40 15.60 15.80
m/z 43.05 27 .99%
5000
44
52 | | 86100114128 43

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022615\
Data File : BF077466.D

Acq On : 26 Feb 2015 15:43

Operator : TP/1Z

Sample - G1384-05

Misc :

ALS Vial : 7 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 5
R.T. EstConc Area Relative to ISTD R.T.
16.02 12.96 ng 455848 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 2- Chloropropionic acid, hexadec... 332 C19H37CI102 086711-81-1 91
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 91
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 90
Abundance Scan 1324 (16.020 min): BF077466.D (-1322) (-) m/z 57.10 100.00%

g7
5000

15.60 15.80 16.00 16.20 16.40
m/z 43.05 97.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57 8

5000 e RN RE S R
15.60 15.80 16.00 16.20 16.40

29 m/z 55.10 96.82%

Ll 139 168 101210 238 55 295
— I
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 97
69

15. 60 15. 80 16. 00 16 20 16.40

5000 m/z 83.10 96.35%
125
26 154 182 210 238 266
mmﬁmﬁmwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 J
Abundance #133740: 2- Chloropropionic acid, hexadecy! ester BEmEsnaEas oS e R
57 15.60 15.80 16.00 16 20 16. 40

5000

m/z 69.10 81.24%
29

139 196 222 \‘
Ll | 168 269 332

IIIIIJIIIIII TrTT TTTT TTTT IIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF077466.D

Acq On : 26 Feb 2015 15:43

Operator : TP/1Z

Sample - G1384-05

Misc :

ALS Vial : 7 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 11

R.T. EstConc Area Relative to ISTD R.T.
1731 2.84ng 99772 Perylene-d12 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 squalene 410 C30H50 007683-64-9 90
2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 87

2

3 2,6,10,14-Hexadecatetraen-1-ol, ...
4 4,8,12-Tetradecatrienal,
52

332 C22H3602

061691-98-3 78

5,9,13-... 248 C17H280 066408-55-7 64
,7,11-Trimethyl-4-phenylthiodod... 314 C21H30S 1000190-11-3 64
Abundance Scan 1437 (17.311 min): BFO77466.D (-1434) (-) m/z 69.10 100.00%
69
5000 L__/W
41 95 IIIIIIIIIIIIIIIIIIIIIII
136
17.00 17.20 17.40 17.60
| 163 203 283
gy d 28,208 e nj7 81.05  54.710%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000 41 LA L L L L L L L L
17.00 17.20 17.40 17.60
95 m/z 41.10 25.07%
I ﬂ“\d ﬂ17‘|‘161 191 217 273 299 341 367 410
T T I B A e e e e e R N B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R R EamEsmmaas
17.00 17.20 17.40 17.60
5000 m/z 95.10 15.67%
41
% 121 149
175 203 231 273 299 341 367 410
T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #133936: 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetrame... T
69 17.00 17.20 17.40 17.60
m/z 68.10 13.15%
5000 41
93
161 204
Y HM.\...J.
m/z--> 50 50 200 250 300 350 400 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 : BF077466.D

Acq On : 26 Feb 2015 15:43

Operator : TP/1Z

Sample - G1384-05

Misc :

ALS Vial : 7 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 12 Acetic acid, chloro-, octad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.50 3.50 ng 123024 Perylene-d12 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, chloro-, octadecyl ... 346 C20H39CI0O2 005348-82-3 90
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
3 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 62
4 17-Pentatriacontene 491 C35H70 006971-40-0 60
5 1-Docosanol 326 C22H460 000661-19-8 52
Abundance Scan 1541 (18.500 min): BF077466.D (-1538) (-) m/z 57.10 100.00%
57 97
5000 4vm»J\\/vw»ﬂ/Jx‘”VvaJv\Aﬂf»
125 T T T
3 | 183175 00 251 081 355 18.20 1840 18.60 18.80
] ! T Pt TSN <& m/z 97.10 85.23Y%
m/z--> 50 100 150 200 250 300 350
Abundance #139661 Acetic acid, chloro-, octadecyl ester N/LN
57
5000 LN SRR B LN SR
111 1820 18.40 18.60 18.80 |
m/z 83.10 84 .55%
Sl d ‘ M \L\h 140 ‘169 207925 250 297
m/z--> 56 200 250 300 350
Abundance
57 83
18.20 18.40 18.60 18.80
5000 11 m/z 43.10 83.25%
29
139 168 191210 238 65 205
m/z--> 50 100 150 200 250 300 350
Abundance #124064: Acetic acid, octadecy! ester R MR T
43 18.20 18.40 18.60 18.80
m/z 69.10 80.50%
- A‘\N\W\J\\/M/\AA
125
15 | | J\ \ Iy 53 181 22\4 25\2 297
m/z--> 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 : BF077466.D

Acq On : 26 Feb 2015 15:43

Operator : TP/1Z

Sample - G1384-05

Misc :

ALS Vial : 7 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... 1.42 235.6 ng 4071070 1 7.26 345600 20.0
Butane, 2-methoxy... 1.73 3.8 ng 66030 1 7.26 345600 20.0
unknown5 .05 5.05 15.7 ng 270581 1 7.26 345600 20.0
unknown6 .98 6.98 80.7 ng 1393930 1 7.26 345600 20.0
Benzophenone 11.92 2.9 ng 81285 3 11.01 556564 20.0
9-Octadecenamide, ... 15.49 2.5 ng 87620 5 16.15 703255 20.0
Dichloroacetic ac... 16.02 13.0 ng 455848 5 16.15 703255 20.0
Squalene 17.31 2.8 ng 99772 6 17.87 703807 20.0
Acetic acid, chlo... 18.50 3.5 ng 123024 6 17.87 703807 20.0
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