LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087833.D

Aca On 9 Jun 2016 4:-46 Instrument :

Operator : UM/SJ ?:'l\:gﬁ't:Sam ol

agmple : H3405-02 SB&&COMEOEJLO
isc :

ALS Vial : 26 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-BF060716.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 1.758 13 15 23 rvVB 206517 403577 10.62% 1.533%
2 1.884 24 26 39 rVB 2471347 3800235 100.00% 14.431%
3 2.044 39 40 83 rvB 99573 656300 17.27% 2.492%
4 4.993 296 298 305 rVB 123676 175523 4.62% 0.667%
5 5.416 332 335 338 rVB 1734645 1959087 51.55% 7.440%
6 6.456 423 426 429 rVB 1642857 2019499 53.14% 7.669%
7 6.593 435 438 440 rBV 2307721 2110556 55.54% 8.015%
8 6.822 456 458 461 rBV 580544 561761 14.78% 2.133%
9 6.982 470 472 474 rVB 2001913 1672749 44.02% 6.352%
10 7.393 505 508 510 rBVY 1480423 1511164 39.77% 5.739%

11 7.473 513 515 517 rBV 390444 301478 7.93% 1.145%
12 8.113 568 571 573 rBV 887790 765709 20.15% 2.908%
13 9.199 663 666 668 rBY 1885266 2407855 63.36% 9.144%
14 9.588 698 700 702 rBV 232960 186800 4.92% 0.709%
15 9.873 722 725 727 rVB 622875 726344 19.11% 2.758%

16 10.650 791 793 796 rBv2 891631 1309626 34.46% 4._.973%
17 10.788 803 805 809 rBv2 28797 49848 1.31% 0.189%
18 11.348 852 854 857 rBV 627115 591963 15.58% 2.248%
19 12.765 976 978 981 rBV 514985 678039 17.84% 2.575%
20 12.936 991 993 996 rBV 1520064 1703969 44.84% 6.471%

21 13.428 1034 1036 1041 rBV 654306 858412 22.59% 3.260%
22 13.508 1041 1043 1045 rBvV 258830 300447 7.91% 1.141%
23 13.851 1070 1073 1082 rBV2 62889 101578 2.67% 0.386%
24 13.988 1082 1085 1087 rBV 597358 639623 16.83% 2.429%

25 14.045 1088 1090 1093 rBV 47859 50815 1.34% 0.193%
26 14.114 1093 1096 1099 rBV 25070 49113 1.29% 0.187%
27 14.285 1108 1111 1114 rBV2 76350 91761 2.41% 0.348%

28 14.754 1149 1152 1156 rBV 140677 208175 5.48% 0.791%
29 15.405 1206 1209 1212 rBV 340660 441330 11.61% 1.676%

Sum of corrected areas: 26333336
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087833.D

Aca On 9 Jun 2016 4:46

Operator : UM/SJ

ﬁ?ggle i H3405-02 SB-13-COMP-0.5-11.0
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF087833.D
3500000
3000000

1.88

2500000 6.59

6.98

2000000

1500000

1000000

6.82
5000001 | 1.7 7.47

2.04 4.99

e e S T .

T
Time--> 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: BF087833.D
3500000

3000000
2500000

2000000 9.20

1500000 12,94

1000000 8.11 10.65
9.87 11.35 13.43

500000 )
9.59 3.5
10.79

L e | s e

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

Abundance TIC: BF087833.D
3500000

3000000
2500000
2000000
1500000
1000000

13.99
500000 15.41

13.8 @5_2_{'_4/.\29

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087833.D

Aca On 9 Jun 2016 4:46

Operator : UM/SJ

ﬁ?ggle i H3405-02 SB-13-COMP-0.5-11.0
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 3 Furan, tetrahydro-2-(methox... Concentration Rank 5

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

2.04 23.37 ng 656300 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahvdro-2-(methoxvmeth... 116 C6H1202 019354-27-9 64
2 Pentane. 3-bromo- 150 C5H11Br 001809-10-5 50
3 Cvclopropanemethanol. .alpha.-bu... 128 C8H160 004379-16-2 39
4 Pantolactone 130 C6H1003 000599-04-2 38
5 2-Furanmethanol, tetrahydro- 102 C5H1002 000097-99-4 38

Abundance Scan 40 (2.044 min): BF087833.D (-39) (-) m/z 71.05 100.00%
43 n
5000 /\
55 e
|| || | 83 1.80 2.00 2.20 2.40
e T — m/z 43.05 83.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8207: Furan, tetrahydro-2-(methoxymethyl)-
7
43
5000 U A A L
1.80 2.00 2.20 2.40
m/z 41.05 35.37%
15 fﬁ ‘ \‘ S8 | 84 g7 116
m/z--> 10 20 30 40 50 éo 70 80 90 100 110 120 130 140 150
Abundance
43 71
180 200 220 240
5000 m/z 45.10 30.59%
27 55
15 63 79 93 107 121 152
wmmwwmwmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12636: Cyclopropanemethanol, .alpha.-butyl- N s
7 1.80 2.00 2.20 2.40
43 m/z 39.05 26 .73%
5000
27 57
H ‘H H‘ AN 81 91100110 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1.80 2.00 220 240

8270-BF060716.M Thu Jun 09 18:23:14 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087833.D

Aca On 9 Jun 2016 4:46

Operator : UM/SJ

ﬁ?ggle i H3405-02 SB-13-COMP-0.5-11.0
ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4.99 6.25 ng 175523 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 298 (4.993 min): BF087833.D (-296) (-) m/z 43.10 100.00%
43
59
5000
1o 460 480 500 520 540
...,....,....,....',':.'..?.1.':!,....,....,?.3..,....~,|....,....,....,....,...., m/z 59.10 59.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRR UL RS
59 460 4.80 5.00 5.20 5.40
m/z 101.10 18.75%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.00 16.52%
68
50 126 14
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e iR a s n e S
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.34%
5000
101
15 31 | %8 g9 gp .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087833.D

Aca On 9 Jun 2016 4:46

Operator : UM/SJ

ﬁ?ggle i H3405-02 SB-13-COMP-0.5-11.0
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.59 Concentration Rank 2

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

6.59 75.14 ng 2110560 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 438 (6.593 min): BF087833.D (-435) (-) m/z 132.00 100.00%
132
5000 68
96 SRS SRR SRR
40 54 78 06 6.20 6.40 6.60 6.80 7.00
e B m/z 68.10 40.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR L L R
6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.25%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 26.37%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl mmanss .j\. e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.41%
5000 98 116
S n,m...“,.nh.,uh..h, W .- N 189 SN N
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087833.D

Aca On 9 Jun 2016 4:46

Operator : UM/SJ

ﬁ?ggle i H3405-02 SB-13-COMP-0.5-11.0
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Nonanal Concentration Rank 10

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

7.47 7.87 ng 301478 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Heptane. 2-chloro- 134 C7H15CI 001001-89-4 27
3 2-Nonen-1-ol 142 C9H180 022104-79-6 27
4 5-Methvl-2-hexene.cé&t 98 C7H14 003404-62-4 27
5 (2)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 27

Abundance Scan 515 (7.473 min): BF087833.D (-513) (-) m/z 57.10 100.00%
41 3
5000
0 82 98 S | G
114 7.20 7.40 7.60 7.80
..,....,....,....i.|.|.‘??.'! !,...|.”,|.'...,“'...,..|!.|-,....,....,1.??.,....,...., m/z 41.10 78.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19920: Nonanal
41 57
29
5000 LR UL L I R
0 g g 720 7.40 7.60 7.80
m/z 43.10 60.69%
‘\ UL a0t a2
'W”'W”“f””L'A%wJPJ'J”WJ”W”““}”WJ“PQ”P“'P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
56
a1 . 720 7.40 7.60 7.80
5000 m/z 56.10 59.03%
98
29
83
15 49 90 107 119 136
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19941: 2-Nonen-1-ol R B e R
a1 57 7.20 7.40 7.60 7.80
29 m/z 55.10 52.24%
5000
67 82 o5
v%?'w"lﬂ"'v'“'ﬁtllw'JJM"“»“”'V'M“V'}Pﬁ"w%??w"“%%?'w U R I L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80

8270-BF060716.M Thu Jun 09 18:23:17 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087833.D

Aca On 9 Jun 2016 4:46

Operator : UM/SJ

ﬁ?ggle i H3405-02 SB-13-COMP-0.5-11.0
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Dodecanamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.77 21.20 ng 678039 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 90
2 Hexadecanamide 255 C16H33NO 000629-54-9 87
3 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 64
4 Tetradecanamide 227 C14H29NO 000638-58-4 64
5 Undecanamide, 11-bromo- 263 C11H22BrNO 005875-26-3 64
Abundance Scan 978 (12.765 min): BF087833.D (-976) (-) m/z 59.10 100.00%
59
5000 72
43 S G —
86 114128 12.40 12.60 12.80 13.00
...,....,|-|! U 39077 00142166170184108212226 | 7o 72 10 44.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60439: Dodecanamide
59
5000 AU U UL B
72 nmnmnmmm
m/z 43.10 21.74%
W A %6100114128142156170184199
m/z--> ﬁo 45 eb éo 160 120 140 160 180 200 220 250 2éo
Abundance
59
12.40 12.60 12.80 13.00
5000 7 m/z 41.05 17 .23%
43
29 86100114128142156170184198212226240255
m/z--> ﬁo 45 eb éo 160 120 1&0 1é0 1éo 260 250 250 260
Abundance #7815: Pentanamide, 4-methyl- ERaEEE e A RERE R
59 nmnmnmmm
m/z 55.10 13.69%
5000 Ay\_ﬂ
44 72
86 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087833.D

Aca On 9 Jun 2016 4:46

Operator : UM/SJ

ﬁ?ggle i H3405-02 SB-13-COMP-0.5-11.0
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.43 26.84 ng 858412 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 98
2 Hexadecanamide 255 C16H33NO 000629-54-9 78
3 Octanamide 143 C8H17NO 000629-01-6 59
4 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 56
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
Abundance Scan 1036 (13.428 min): BF087833.D (-1034) (-) m/z 59.00 100.00%
59
5000
41
83 98112126140154168184 08 292238 26428 13.20 13.40 13.60 13.80
L 4 281 m/z 72.10 68.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41
13.20 13.40 13.60 13.80
81 m/z 55.10 37.79%
2 98 112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
13.20 13.40 13.60 13.80
5000 m/z 41.10 29.96%
43
29 86 10011412814215617018419821222624022°
memwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20317: Octanamide
59 13.20 13.40 13.60 13.80
m/z 43.10 24 .52%
5000
44 86
29 H b 100114128 ‘3
lll||lll|||||||||||||||||||||||||||||| TTTT TTTT TTTT[TTTT ||||||||||||| —v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—r

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087833.D

Aca On > 9 Jun 2016 4:46

Operator : UM/SJ

Sample = H3405-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 10 Octadecanamide Concentration Rank 9

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

13.51 9.39 ng 300447 Chrysene-di12 13.99

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 91
2 Hexadecanamide 255 C16H33NO 000629-54-9 86
3 Tetradecanamide 227 C14H29NO 000638-58-4 86
4 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 78
5 Decanamide- 171 C10H21NO 002319-29-1 64

Abundance Scan 1043 (13.508 min): BF087833.D (-1041) (-) m/z 59.00 100.00%
50
5000
43
| 86 114128 240 13.20 13.40 13.60 13.80
142156170184 254
e Ml L 1421561701841982122067 204 283 | o5 0B 50 5ok
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #130204: Octadecanamide
50
5000
13.20 13.40 13.60 13.80
43 m/z 43.10 22.09%
29 ||| T3 og 1141281 151c6170154108212226240254265283
.”,””“.”“.”“”.“”.“”..”..”..”..”..“..”w.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
13.20 13.40 13.60 13.80
5000 m/z 41.10 15.58%

43

29 86 100114128142156170184198212226240255
wmmrwmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83609: Tetradecanamide
59 13.20 13.40 13.60 13.80
m/z 55.10 14.87%
5000
43
|||||||||||||||||||||||||||| llll llll TTTT llll TTTTTTTT lllllllllllll _l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80

8270-BF060716.M Thu Jun 09 18:23:19 2016

SB-13-COMP-0.5-11.0

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087833.D

Aca On 9 Jun 2016 4:46

Operator : UM/SJ

ﬁ?ggle i H3405-02 SB-13-COMP-0.5-11.0
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Trifluoroacetoxy hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.18 ng 101578 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1073 (13.851 min): BF087833.D (-1070) (-) m/z 57.05 100.00%
57
5000 _J
111
3 139 1360 13.80 14.00 14.20
m/z 43.10 82.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
4 97 _J
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—

5000
13.60 13.80 14.00 14.20
125 m/z 55.05 81.81%
154 179196 224 2571269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57 J
97
41 13.60 13.80 14.00 14.20
5000 m/z 83.10 78.12%
125
79 154 182 210 238 265283 334
WWTWWWWWWWWWWWWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 J
Abundance #155046: 1-Heneicosanol I RRRES e
55 83 13.60 13.80 14.00 14.20
m/z 97.10 69.06%
5000
29
Ll 167 196 222238 266 294
T R AR RE R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087833.D

Aca On 9 Jun 2016 4:46

Operator : UM/SJ

ﬁ?ggle i H3405-02 SB-13-COMP-0.5-11.0
ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl14.29 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.87 ng 91761 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde. (3.3-dimethvlcyclo... 152 C10H160 026532-25-2 25
2 Bicvclol3.1.11heptan-3-one. 2.6.... 152 C10H160 015358-88-0 15
3 8-Dodecenol 184 C12H240 042513-42-8 14
4 7.72-4.16-0Octadecadien-1-ol acetate 308 C20H3602 1000130-95-7 14
5 2-Pentenoic acid, 4-methyl-, met... 128 C7H1202 050652-78-3 11
Abundance Scan 1111 (14.285 min): BF087833.D (-1108) (-) m/z 55.05 100.00%

:

5000
14.00 14.20 14.40 14.60
m/z 41.10 50.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25318: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (E)-
41
69 109
5000 137152 TT T[T T T T[T T T[T T I T [TTTT
55 o 14.00 14.20 14.40 14.60
m/z 43.05 44 .24%
‘ 3
IIIIIIIII‘II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 69 83
a1 el Emmas R S
14.00 14.20 14.40 14.60
5000 m/z 69.10 41 .02%
27 9 152
111 135
WWWTTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
T T T T

Abundance #48698: 8-Dodecenol R DA R N R
14.00 14.20 14.40 14.60

m/z 59.00 38.08%

5000

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060816\

Data File : BF087833.D

Acq On > 9 Jun 2016 4:46

Operator : UM/SJ

3?22'6 i H3405-02 SB-13-COMP-0.5-11.0
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
Furan, tetrahydro... 2.04 23.4 ng 656300 1 6.82 561761 20.0
2-Pentanone, 4-hy... 4.99 6.3 ng 175523 1 6.82 561761 20.0
unknown6 .59 6.59 75.1 ng 2110560 1 6.82 561761 20.0
Nonanal 7.47 7.9 ng 301478 2 8.11 765709 20.0
Dodecanamide 12.77 21.2 ng 678039 5 13.99 639623 20.0
9-Octadecenamide, ... 13.43 26.8 ng 858412 5 13.99 639623 20.0
Octadecanamide 13.51 9.4 ng 300447 5 13.99 639623 20.0
Trifluoroacetoxy ... 13.85 3.2 ng 101578 5 13.99 639623 20.0
unknownl14 .29 14.29 2.9 ng 91761 5 13.99 639623 20.0

8270-BF060716.M Thu Jun 09 18:23:21 2016 Page: 12



