LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086447.D

Aca On - 28 Apr 2016 2:22 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
a?ggle i H2702-08 TEOCOMP%lD
ALS Vial : 23 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-BF042716.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 2.144 3 5 8 rBv 384081 490584 12.32% 1.512%
2 2.224 9 12 23 rvVB 352734 679428 17 .06% 2.095%
3 2.373 23 25 36 rvB4 19096 61668 1.55% 0.190%
4 4.990 252 254 259 rBV 82744 121463 3.05% 0.374%
5 5.402 287 290 292 rBVY 3694101 3856640 96.84% 11.889%
6 6.442 378 381 384 rBVY 3019972 3811330 95.70% 11.750%
7 6.579 390 393 395 rBVY 3063551 3982566 100.00% 12.278%
8 6.807 411 413 415 rBV 812788 788084 19.79% 2.430%
9 6.967 424 427 429 rBVY 2200975 2874553 72.18% 8.862%
10 7.367 459 462 465 rBV 1735872 2179155 54.72% 6.718%
11 7.470 470 471 479 rVB 29244 62467 1.57% 0.193%
12 8.087 523 525 528 rBV 891032 931056 23.38% 2.870%
13 8.625 570 572 574 rBV 47919 43559 1.09% 0.134%

14 9.173 617 620 622 rBVY 3837388 3856993 96.85% 11.890%
15 9.562 652 654 656 rBvV 580482 460453 11.56% 1.419%

16 9.848 676 679 681 rBvV 762837 851369 21.38% 2.625%
17 10.282 715 717 719 rVB 114566 86402 2.17% 0.266%
18 10.499 733 736 739 rBV 40799 62956 1.58% 0.194%
19 10.625 745 747 750 rBV2 1206726 1632381 40.99% 5.032%
20 10.751 757 758 765 rVB 141653 174173 4._.37% 0.537%

21 11.196 796 797 799 rBV 53138 54551 1.37% 0.168%
22 11.322 806 808 812 rBV 630508 629742 15.81% 1.941%
23 12.911 944 947 961 rBV 2660978 2717941 68.25% 8.379%
24 13.814 1023 1026 1032 rBV 88527 166375 4.18% 0.513%
25 13.951 1036 1038 1041 rBV 539180 788095 19.79% 2.430%

26 14.065 1046 1048 1050 rVv3 35709 44143 1.11% 0.136%
27 14.717 1102 1105 1109 rBV 220680 345889 8.69% 1.066%
28 14.797 1111 1112 1115 rVB 63678 86169 2.16% 0.266%

29 15.368 1159 1162 1169 rBV 389313 597555 15.00% 1.842%

Sum of corrected areas: 32437740
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086447.D

Aca On : 28 Apr 2016 2:22

Operator : UM/SJ

Sample : H2702-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086447.D
5,40
3500000

.58
3000000 6.48

2500000
6.97

2000000
7.37

1500000
1000000 6.81

5000007 %02
2.37 4.99 | 7.47

= A e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086447.D

3500000

3000000
12.91

2500000
2000000

1500000
10.62

10000001 8.09

9.85
9.56 11.32
500000 IL J\\
10.28 10.75
0 8.62 L. : y\ 10.5 11.2
9.5

A
LA R B B ENL R B H LIS B R B L B S L B R s B B I NN B B N HL B B B S HE N B A L A L

T T
Time--> 8.00 8.50 9.00 .50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF086447.D

3500000
3000000
2500000
2000000
1500000

1000000
13.95 15.37

500000 147
3.81/l14.07 4.80 fL

S et

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\BF042716\
Data File : BF086447.D

Aca On : 28 Apr 2016 2:22

Operator : UM/SJ

Sample : H2702-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexane Concentration Rank 4

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

2.14 12.45 ng 490584 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane 86 C6H14 000110-54-3 83
2 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 42
3 1-Pentene. 4-methvl- 84 CG6H12 000691-37-2 40
4 Methane. isocvanato- 57 C2H3NO 000624-83-9 37
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 28

Abundance Scan 5 (2.144 min): BFO86447 D (-3) (-) m/z 57.10 100.00%
41.1 :
5000
rrrprrrrrrTTTrT T T T T e e e
‘ 50.0 651711770 860 2.20 2.30 2.40 2.50 2.60
OP“W”“W”P”W”“W“'”L“W”“PMLIW“”W“H”W”W“”H“W”W“ m/z 41.10 80.86%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1796: Hexane
57.0
41.0
5000 AN SRR RARSE RARAR RN
2.20 2.30 2.40 2.50 2.60
29.0 86.0 m/z 43.10 71.79%
o 15.0 | | 510/, 65010770
e L B e T s
Abundance
57.0
0 735 250 240 250 260
5000 m/z 56.10 46.17%
29.0 71.0 85.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1453: 1-Pentene, 4-methyl-
43.0 2.20 2.30 2.40 2.50 2.60
m/z 42.10 34.79%
5000 56.0
27.0
69.0 84.0
0 15.0 ‘ wé‘ 50.0 || 63.0 77.0
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086447.D

Aca On : 28 Apr 2016 2:22

Operator : UM/SJ

Sample : H2702-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 Heptane Concentration Rank 3

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

2.22 17.24 ng 679428 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 83
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 64
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 47
4 1-Pentanol. 2-methvl- 102 C6H140 000105-30-6 38
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 36

Abundance Scan 12 (2.224 min): BF086447.D (-9) (-) m/z 43.10 100.00%
43.1
5000 5721 711 J\—L
I | 51 1001 2.20 2.30 2.40 2.50 2.60
ol et e el el 22 ey m/Z 41.10 54.43%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3891: Heptane
43.0
5000 29.0 570 710
2.20 2.30 2.40 2.50 2.60
m/z 57.10 41.52%

100.0
w s | e
O I B o o o o e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43.0

2.20 2.30 2.40 2.50 2.60

5000 57.0 70.0 m/z 71.10 39.51%
29.0
15.0 85.0 100.0
L B S UL S SULILS UL IR LI IS LSS SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #7449: Hexane, 3,3-dimethyl-
43.0 2.20 2.30 2.40 2.50 2.60

m/z 56.10 23.83%

71.0
5000 57.0 85.0
29.0
99.0
0 15.0 | ‘ | ‘ ‘\ ‘ I, |
L = S S

m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086447.D

Aca On : 28 Apr 2016 2:22

Operator : UM/SJ

Sample : H2702-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.99 3.08 ng 121463 1,4-Dichlorobenzene-d4 6.81
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-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 254 (4.990 min): BF086447.D (-252) (-) m/z 43.05 100.00%
43.0
5000 591
| o 450 4B0 5b0 520 540
o e e m/z 59.10 51.97%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 A SRABERRAASRRASSRARSE RN
: 4.60 4.80 5.00 5.20 5.40
0
150 a0 1010 m/z 101.10 14.78%
‘ 1l ‘. ‘ 83'0 ‘
e S I S SULIULS SURIL IS IULILS IULI LS SIS LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 m/z 58.10 14.76%
41.0
29.0 101.0
0 50.0 73.0  86.0
LR UL SR SR SR UL FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- AREEEEEEEEEEEE s a e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.41%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ \‘ SOQ“‘ . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 460 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086447.D

Aca On : 28 Apr 2016 2:22

Operator : UM/SJ

Sample : H2702-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 unknown6.58 Concentration Rank 1

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

6.58 101.07 ng 3982570 1,4-Dichlorobenzene-d4 6.81
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 393 (6.579 min): BF086447.D (-390) (-) m/z 132.10 100.00%
13%.1
96.1 SSSEPARARE S SRR R
401 540 | 620 6.40 6.60 6.80 7.00
Ol el 82| 3980 M | “mjz 68.05  38.91%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 LI R R R
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.10 33.52%
0'”'ﬂ'MHJ'WH”'P'JI“Yﬁq”'P'”I”'W'”'P'”I“'W'”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.05 26 .30%
33.0 44.0 0.0 105.0
0'"'P"'I"'W"'é??"'{'”g?P"'P"'I"'W%%qpl"”l""l'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.42%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0'“'l“'jwh'w“”“|“Ll|“ujﬁ"w'ﬂ“|&qzo“'“w"w‘t“l'“ SSSEPARARE SN SRR R
m/z--> 30 50 60 70 80 90 100 110 120 130 140 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\BF042716\
Data File : BF086447.D

Aca On : 28 Apr 2016 2:22

Operator : UM/SJ

Sample : H2702-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.28 2.03 ng 86402 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 717 (10.282 min): BF086447.D (-715) (-) m/z 57.10 100.00%

517.1
5000
85.1

113.2 141.2 10 00 10.20 10.40 10.60
0 m/z 43.10 77.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0

5000 e
10.00 10.20 10.40 10.60

290‘ 850 m/z 71.10 42.67%
Ll

Dl ‘ 113.0 141.0 169.0 197.0 226.0
SN N S L L L
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0

10.00 10.20 10.40 10.60

o

5000 m/z 41.10 34.27%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane T A maamn
57.0 10 00 10. 20 10 40 10 60

m/z 85.10 32 .33%

5000
85.0
29.0
\‘ ‘\ Lo ) 1130 1410 184.0
o) NN Y S e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086447.D

Aca On : 28 Apr 2016 2:22

Operator : UM/SJ

Sample : H2702-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.81 4.22 ng 166375 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 93
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1026 (13.814 min): BF086447.D (-1023) (-) m/z 43.10 100.00%
431

83.1

5000

2

13.40 13.60 13.80 14.00 14.20
m/z 57.10 93.71%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0

F

97.0
5000 | ILI LENLL  LL LL B LL LB B
290 13.40 13.60 13.80 14.00 14.20
' 1250 m/z 55.10 89.09%
0 I, Il 153.0 181.0 308.0
ARNRRREE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
83.0 N —
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 62.80%

111.0

o 139.0 1820 2100

mmmwwmmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester T
. 13.40 13.60 13.80 14.00 14.20

m/z 41.10 60.74%

3

5000
111.0

F

283.0
A o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086447.D

Aca On : 28 Apr 2016 2:22

Operator : UM/SJ

Sample : H2702-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13-Docosenamide, (Z2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.72 11.58 ng 345889 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 91
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 90
3 Hexadecanamide 255 C16H33NO 000629-54-9 72
4 Dodecanamide 199 C12H25NO 001120-16-7 53
5 Acetic acid, cyanohydroxyimino-,... 128 C4H4N203 061295-92-9 43

Abundance Scan 1105 (14.717 min): BF086447.D (-1102) (-) m/z 59.10 100.00%

5000

—

14.40 14.60 14.80 15.00

97.1
126.1 1542 184.2910.2 240.3

294.3320.3
0 m/z 72.10 61.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #135944: 13-Docosenamide, (2)-
59.0
5000 LI L L L L L L B L |
137.0 14.40 14.60 14.80 15.00
01120 m/z 55.10 57.44%
ol L% uH‘ . “\‘ ‘ 165.0193.0  240.0267.0294.0 3370
uqnupn.””. T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59.0
RN RS R
14.40 14.60 14.80 15.00
5000 m/z 43.10 39.09%

%

o 29.0 86.0 114.01400 1840 220.0 253.0 20+
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #91513: Hexadecanamide R EEma S S
59.0 14.40 14.60 14.80 15.00
m/z 41.10 39.02%
5000 #-~vﬁ“v-vﬂﬂ\j\“ﬂ/\Nmﬂ/_—
o 290 86.0 114.0 142 0170.0 212.0 255.0
S O VI, o N
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086447.D

Aca On : 28 Apr 2016 2:22

Operator : UM/SJ

Sample : H2702-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3,7,11-Tridecatrienenitrile... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.80 2.88 ng 86169 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 83
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 83
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 80
4 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 72
5 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 56
Abundance Scan 1112 (14.797 min): BF086447.D (-1111) (-) m/z 69.10 100.00%
69.1
5000 .-,-—»«ijJ\—~«~—w-—~'*h
LRI BRI SUNILE SURIU B
07.1137.1 1921 14.40 14.60 14.80 15.00 15.20
ol .‘,'.J WOl et assaert 0 Tnyzz 81.10  48.220%
m/z--> 50 100 150 200 250 300 350 400
Abundance #76960: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethy!-
69.0
5000 AL B UL SUMILLE I
mmmmmmmmmm
136.0 m/z 41.10 31.60%
0 G B , | 1750 2310
m/z--> §o 160 150 200 250 300 350 460
Abundance
69.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 68.10 11.65%
137.0
0 29.0 107.0 191.0 231.0 273.0 341.0 410.0 WJM
m/z--> éo 160 150 260 250 300 3%0 460
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A B
64.0 14.40 14.60 14.80 15.00 15.20
m/z 67.10 10.12%
137.0
02|7:OIIIJIJAOISIOIIIIIII:II'Q?OIIII ——r— T R B
m/z--> 50 100 150 200 250 300 350 400 14. 40 14 60 14. 80 15. 00 15. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042716\
Data File : BF086447.D

Acq On : 28 Apr 2016 2:22

Operator : UM/SJ

Sample : H2702-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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]
Hexane 2.14 12.4 ng 490584 1 6.81 788084 20.0
Heptane 2.22 17.2 ng 679428 1 6.81 788084 20.0
2-Pentanone, 4-hy... 4.99 3.1 ng 121463 1 6.81 788084 20.0
unknown6 .58 6.58 101.1 ng 3982570 1 6.81 788084 20.0
Hexadecane 10.28 2.0 ng 86402 3 9.85 851369 20.0
1-Docosene 13.81 4.2 ng 166375 5 13.96 788095 20.0
13-Docosenamide, ... 14.72 11.6 ng 345889 6 15.37 597555 20.0
3,7,11-Tridecatri... 14.80 2.9 ng 86169 6 15.37 597555 20.0
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