LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083758.D

Aca On : 14 Dec 2015 5:05

Operator : UM/I1Z

Sample : 6G4731-05

Misc :

ALS Vial : 48 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-BF121315.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 2.224 10 12 28 rvB 56946 130926 3.88% 0.437%
2 5.116 262 265 270 rBV 708332 068446 28.68% 3.235%
3 5.527 298 301 304 rBVY 2286132 3218104 95.31% 10.751%
4 5.927 334 336 338 rVB 43210 37831 1.12% 0.126%
5 6.544 387 390 393 rBVY 2142121 3132426 92.77% 10.465%
6 6.693 400 403 405 rBV 2897967 3376462 100.00% 11.280%
7 6.922 420 423 425 rVB 785535 686556 20.33% 2.294%
8 7.082 434 437 439 rVB 2646251 2771184 82.07% 9.258%
9 7.482 469 472 474 rBV 2019072 2158750 63.94% 7.212%
10 8.202 532 535 537 rBY 1006807 843707 24.99% 2.819%

11 9.276 626 629 632 rBV 3034343 3208723 95.03% 10.720%
12 9.665 661 663 666 rBv 495026 514113 15.23% 1.718%

13 9.893 681 683 686 rBvV 68913 54876 1.63% 0.183%
14 9.950 686 688 691 rBvV 705909 790550 23.41% 2.641%
15 10.396 723 727 728 rBV 78160 85411 2.53% 0.285%
16 10.613 743 746 749 rBV 26502 40717 1.21% 0.136%

17 10.739 754 757 759 rBV 1746802 1657289 49.08% 5.537%
18 10.865 766 768 773 rVB 91214 103763 3.07% 0.347%
19 11.311 803 807 809 rBvV 61616 67083 1.99% 0.224%
20 11.436 816 818 820 rBV 775073 711802 21.08% 2.378%

21 12.133 877 879 883 rBv2 17852 40202 1.19% 0.134%
22 12.842 939 941 945 rVB2 182464 195113 5.78% 0.652%
23 12.922 945 948 950 rvB2 74834 77273 2.29% 0.258%

24 13.014 954 956 959 rBV 2354833 2595583 76.87% 8.671%
25 13.551 1001 1003 1005 rBV 166433 155938 4.62% 0.521%

26 13.596 1005 1007 1010 rVvv2 37828 61110 1.81% 0.204%
27 13.814 1021 1026 1029 rBvV4 16308 53930 1.60% 0.180%
28 13.916 1033 1035 1038 rBV 77267 130605 3.87% 0.436%
29 14.065 1045 1048 1050 rBV 688689 786071 23.28% 2.626%

30 14.237 1061 1063 1065 rBV 63415 70511 2.09% 0.236%
31 14.545 1088 1090 1091 rBV 69944 80102 2.37% 0.268%
32 14.648 1091 1099 1100 rVv8 15922 89625 2.65% 0.299%
33 14.842 1114 1116 1118 rBV 50255 68074 2.02% 0.227%
34 15.174 1143 1145 1149 rVB 39087 59107 1.75% 0.197%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083758.D

Aca On : 14 Dec 2015 5:05

Operator : UM/I1Z

Sample : 6G4731-05

Misc :

ALS Vial : 48 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 15.505 1171 1174 1176 rBV 462241 635778 18.83% 2.124%

36 15.551 1176 1178 1185 rVB 53040 121254 3.59% 0.405%

37 15.985 1213 1216 1218 rBvVY 26376 47051 1.39% 0.157%

38 16.477 1257 1259 1263 rVB 31543 53576 1.59% 0.179%

39 17.060 1308 1310 1315 rVvB 23765 53824 1.59% 0.180%
Sum of corrected areas: 29933446
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083758.D

Aca On : 14 Dec 2015 5:05

Operator : UM/I1Z

Sample : 6G4731-05

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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: BF083758.D
3000000 6,69

7.08

2500000
5.53

654 7.48
2000000 ;

1500000

1000000

5.12 6.92

500000

2 593

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T IA T T T T T T T T T T T T T T T T
I T I T I T 1 T I T

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: BF083758.D
3000000 9|28

N

2500000 13.01

2000000
10.74

1500000

1000000 8.20
9.95 11.44

9.66

500000
12.84 1355
, 10.86 ,#
[\ 0, 10, 4010'6J 11.3 1213 129 1860

0 A A

I
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

Abundance TIC: BF083758.D
3000000

2500000

2000000

1500000

1000000

14.07

500000
15.99 16.48 17.06

e SR ————— s

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:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083758.D

Aca On : 14 Dec 2015 5:05

Operator : UM/I1Z

Sample : 6G4731-05

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

2.22 3.81 ng 130926 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Chloromethvl cvanide 75 C2H2CIN 000107-14-2 9
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
4 Glvcine 75 C2H5N02 000056-40-6 7
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 7

Abundance Scan 12 (2.224 min): BF083758.D (-10) (-) m/z 75.10 100.00%
75 A
5000 45
39 57 | 2.20 2.30 2.40 2.50 2.60
= o S o L AR R m/z 73.10 73 .45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75
5000 29 45
2.20 2.30 2.40 2.50 2.60
m/z 45.10 43.10%
M ¥ ST el s 103
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
48 75
2.20 2.30 2.40 2.50 2.60
5000 40 m/z 41.10 28.20%
12
28 60
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4342: Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60
m/z 47.05 16.67%
5000
45
29
| 3‘9“\ P 61 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083758.D

Aca On : 14 Dec 2015 5:05

Operator : UM/I1Z

Sample : 6G4731-05

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.12 28.21 ng 968446 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 265 (5.116 min): BF083758.D (-262) (-) m/z 43.05 100.00%
a3
59
5000
T B 5ho sk w0
83 : - : :
.”“”.“”w.“qh.ﬁ%ﬂ,nﬁﬂn.wnw.”“””,“”“”.“”w.”w m/z 59.10 61.83%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-

59

5000 LI L L L L L L LR |
a 4.80 5.00 5.20 5.40
101 m/z 101.10 22.33%
29
el A SO ML 78 8 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
I RAREE T
4.80 5.00 5.20 5.40
5000 5o m/z 58.10 16.97%
15 101
31 51 83
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R
59 4.80 5.00 5.20 5.40
m/z 41.10 9.01%
5000 41
68
NN 126 14
e e e e e e e e e e A BARRE S L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083758.D

Aca On : 14 Dec 2015 5:05

Operator : UM/I1Z

Sample : 6G4731-05

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknown6.69 Concentration Rank 1

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

6.69 98.36 ng 3376460 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 403 (6.693 min): BF083758.D (-400) (-) m/z 132.10 100.00%
132
5000 68
0 s |l e J o b ok ke
54 : . :
e M e [ dens w7z 68.10  36.98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ERDNUMAREE R L A
6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 34.11%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
640 660 680 7.00
5000 67 m/z 66.10 23.66%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propionyl R AmmamnE R e
57 132 6.40 6.60 6.80 7.00
24 m/z 96.10 16.22%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SR | S
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083758.D

Aca On : 14 Dec 2015 5:05

Operator : UM/I1Z

Sample : 6G4731-05

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 5 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.40 2.16 ng 85411 Acenaphthene-d10 9.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Eicosane 282 C20H42 000112-95-8 74
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
Abundance Scan 727 (10.396 min): BF083758.D (-723) (-) m/z 57.10 100.00%
g7
71
43
5000 85
99 9 1090 1040 1060 1020
113127 10.00 10.20 10.40 10.60 10.80
...,....,":..“,..'|..,'!-...'-|,..-:'.,....1,4.1...,.... - | m/z 71.05  69.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57
43 7
85
5000 y”‘r--4‘ﬁAfT--| AR AR R
10.00 10.20 10.40 10.60 10.80
29 99 m/z 43.10 59.57%
113127
s 0 | 141155160 183197 211 240
m/z--> 20 Jo 60 éo 160 150 150 1éo 180 200 220 240
Abundance
57
43 LIRS B BRI B
71 10.00 10.20 10.40 10.60 10.80
5000 85 m/z 85.10 49.51%
29
15 99 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64575: Pentadecane
57 10.00 10.20 10.40 10.60 10.80
43 m/z 41.10 30.32%
71
5000 85
29
| “ || 13127 141155 160 183 212
m/z--> 20 Jo éo éo 100 150 150 160 180 200 220 240 10,00 1020 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083758.D

Aca On : 14 Dec 2015 5:05

Operator : UM/I1Z

Sample : 6G4731-05

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.86 2.92 ng 103763 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Tritetracontane 605 C43H88 007098-21-7 90

Abundance Scan 768 (10.865 min): BF083758.D (-766) (-) m/z 57.10 100.00%

57
a3 | 1

5000

10.60 10.80 11.00 11.20
m/z 71.10 70.54%

99

113127141 169183

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 TTT TT 1T TTTT TTTT TTT
85 10 60 10 80 11. 00 11. 20
29 m/z 43.10 64 .33%
99
| L L %9113127141155169 282
T T T T I e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R REERE SRS
71 10.60 10.80 11.00 11.20
5000 a5 m/z 85.10 45 .92%
29 9

9

113127141155169183 212
wmﬁmwwwmwm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #55008: Tetradecane e T
57 10.60 10.80 11.00 11.20
43 m/z 41.10 31.75%
71
5000 85
29
| 99113127141 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083758.D

Aca On : 14 Dec 2015 5:05

Operator : UM/I1Z

Sample : 6G4731-05

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 7 Hexadecanoic acid, 1,1-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.84 4.96 ng 195113 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 90
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
3 2.4-Dipropvl-5-ethyl-1.3-dioxane 200 C12H2402 006413-83-8 37
4 3-Amino-2.2-dimethvl-1-propanol 103 C5H13NO 026734-09-8 35
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 35
Abundance Scan 941 (12.842 min): BF083758.D (-939) (-) m/z 56.10 100.00%
56
5000
73
129 257 R SN BRI BN SUM
3 97 157 185 213 239 12.60 12.80 13.00 13. 20
m/z 57.10 56.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 L I BRI I B

29 3 12,60 12.80 13.00 13.20
m/z 41.10 41 _.12%
257
Il ‘\ ‘ | a2 \ 157 185 213 289 g1 31
S Eansanatas ”..”.””P”..”.””.”.”..””.”..”quupu.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
L e B e
12.60 12.80 13.00 13.20
5000 m/z 43.10 40.31%
29 3 257
129
101 157 185 213 239 83 312
mmrmwmﬁﬁmmrwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #56094: 2,4-Dipropyl-5-ethyl-1,3-dioxane A S B e B A
56 12.60 12.80 13.00 13.20
m/z 73.10 31.88%
5000
29 3 111
145
13 |, b 95 | 1297 170 199 .
R — e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083758.D

Aca On : 14 Dec 2015 5:05

Operator : UM/I1Z

Sample : 6G4731-05

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.55 3.97 ng 155938 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 96
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 64
3 n-Butvl mvristate 284 C18H3602 000110-36-1 50
4 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 32
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 30

Abundance Scan 1003 (13.551 min): BF083758.D (-1001) (-) m/z 56.10 100.00%
56
5000
73
97 il 267285
185 241 13.20 13.40 13.60 13.80
ol 213 30 "m/z 57.10  60.28%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 LR AR DR AR B
anmwmnm
29| [ 13 120 - m/z 43.10 41.53%
97 267
— ‘: \I‘ T ‘M \N‘ I\M\I\hl\ I\ \hl — :|I-5'7 ' ]:8\§ |2|13| szl . ‘: I\‘I |3:|I-1| |34i.0|
m/z--> 50 100 150 200 250 300
Abundance
57
13.20 13.40 13.60 13.80
5000 m/z 73.10 36.83%
29 267285
83
' g 185 3 241 310 340
m/z--> o 'éol ' "160' B '150' ' "200' B '250' B '300" B
Abundance #108844: n-Butyl myristate
56 13.20 13.40 13.60 13.80
m/z 55.10 34.81%
5000 229 /WA\V\/MJL
129 284
101 S
III3\IIM‘U“Ix“\lwhlllu‘\l ‘: |‘15|7|‘|‘|||“|‘| 25|5||‘||||||| A mma s
m/z--> 50 100 150 200 250 300 anmwmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083758.D

Aca On : 14 Dec 2015 5:05

Operator : UM/I1Z

Sample : 6G4731-05

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 1-Decanol, 2-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.92 3.32 ng 130605 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 87
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 81
3 1-Octadecanol 270 C18H380 000112-92-5 64
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 64
5 Hexadecane 226 C16H34 000544-76-3 50
Abundance Scan 1035 (13.916 min): BF083758.D (-1033) (-) m/z 57.10 100.00%
57
43
71
5000 o1
111 L e T
125139153 169 211226 13.60 13.80 14.00 14.20
m/z 43.10 71.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83804: 1-Decanol, 2-hexyl-
57
43
5000 S A B B B
29 13.60 13.80 14.00 14.20
m/z 71.10 61.69%
”.PVHHHN‘.
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 USRI N S B
71 13.60 13.80 14.00 14.20
5000 97 m/z 55.10 58.37%
29 g4 | 111
125
15 139 154168 1, 96211 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100813: 1-Octadecanol B AREmmEEE R
43 57 13.60 13.80 14.00 14.20
97 m/z 83.10 52.22%
5000
29 125
LM Il 139153 168 182196909 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083758.D

Aca On : 14 Dec 2015 5:05

Operator : UM/I1Z

Sample : 6G4731-05

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
Quant Title : 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 wunknownl4.65 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.65 2.28 ng 89625 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1°R.2S5.3R)-1".3-Dimethvl-2.2"-s... 262 C19H180 1000099-36-1 44
2 2.3-Dimethvl-3H-phenanthrol3.4-d... 262 C17H14N20 098033-25-1 11
3 Phthalazinol2.3-alcinnoline-8.13... 426 C24H18N404 074966-82-8 10
4 Benzene. 1.2-diphenoxyv- 262 C18H1402 003379-37-1 10
5 Perylene, 1,2,3,3a,4,5,6,7,8,9-d... 262 C20H22 068913-00-8 10
Abundance Scan 1099 (14.648 min): BF083758.D (-1091) (-) m/z 262.20 100.00%
55 262
95
5000 142164 199 228 326
119
)283 14.40 14.60 14.80 15.00
e m/z 55.10 85.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #95821: (1'R,2S,3R)-1',3-Dimethyl-2,2'-spirobiindan-1-one
262
233 I
5000 14.40 14.60 14.80 15.00

m/z 261.20 69.98%

77 103““ ‘ ‘ 202 ‘
— T R T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
262

14.40 14. 60 14.80 15.00

5000 m/z 69.10 69.86%
163 220
192
m/z--> 50 100 150 200 250 300 350 400
Abundance #161176: Phthalazino[2,3-a]cinnoline-8,13-dione, 5-(3,4-dli... R AR RRRES T
262 14.40 14.60 14.80 15.00

m/z 254.10 59.93%

5000
76 104 205 234
] Musp a0 || 424

m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121315\
Data File : BF083758.D

Acq On : 14 Dec 2015 5:05

Operator : UM/1Z

Sample : G4731-05

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.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, 1,1-dime... 2.22 3.8 ng 130926 1 6.92 686556 20.0
Propane, 2-methyl. .. 5.12 28.2 ng 968446 1 6.92 686556 20.0
unknown6 .69 6.69 98.4 ng 3376460 1 6.92 686556 20.0
Heptadecane 10.40 2.2 ng 85411 3 9.95 790550 20.0
Eicosane 10.86 2.9 ng 103763 4 11.44 711802 20.0
Hexadecanoic acid... 12.84 5.0 ng 195113 5 14.07 786071 20.0
Octadecanoic acid... 13.55 4.0 ng 155938 5 14.07 786071 20.0
1-Decanol, 2-hexyl- 13.92 3.3 ng 130605 5 14.07 786071 20.0
unknownl14 .65 14.65 2.3 ng 89625 5 14.07 786071 20.0
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