LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041816\
Data File : BG021726.D

Aca On : 18 Apr 2016 5:51

Operator : UM/SJ

Sample : H2513-04

Misc :

ALS Vial : 32 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 G\METHODS\8270-BG041316.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 3.097 39 44 65 rvB 1858338 2659293 100.00% 16.839%
2 5.289 412 417 425 rBV 27932 44297 1.67% 0.281%
3 5.765 491 498 516 rvB 561926 914487 34.39% 5.791%
4 7.369 761 771 781 rBV 613340 1069921 40.23% 6.775%
5 7.745 827 835 844 rBV 570246 1001993 37.68% 6.345%
6 8.215 908 915 922 rBV 108005 185524 6.98% 1.175%
7 8.538 962 970 980 rVB 392971 703188 26.44% 4 .453%
8 9.384 1105 1114 1122 rBV 363277 668396 25.13% 4.232%
9 11.029 1387 1394 1403 rVB 171772 312032 11.73% 1.976%
10 13.450 1797 1806 1815 rBY 1082420 1637873 61.59% 10.372%
11 14.261 1937 1944 1950 rBvV 110425 163912 6.16% 1.038%
12 14.690 2013 2017 2023 rVB 26547 35149 1.32% 0.223%
13 14.819 2033 2039 2048 rVB2 288386 493079 18.54% 3.122%
14 15.636 2174 2178 2184 rVB 48460 58417 2.20% 0.370%
15 16.041 2237 2247 2251 rBV 13927 30606 1.15% 0.194%
16 16.300 2285 2291 2302 rVB 798935 1244909 46.81% 7.883%
17 16.493 2319 2324 2327 rBV 45618 59626 2.24% 0.378%
18 17.287 2454 2459 2463 rBV 23128 29201 1.10% 0.185%
19 17.557 2498 2505 2511 rBV2 358530 549889 20.68% 3.482%
20 17.909 2559 2565 2576 rBV 60337 93973 3.53% 0.595%
21 19.261 2790 2795 2803 rBV 102554 142379 5.35% 0.902%
22 19.819 2886 2890 2895 rBV 36354 42150 1.59% 0.267%
23 20.142 2939 2945 2951 rVB 1618139 2111945 79.42% 13.373%
24 20.853 3062 3066 3074 rBV 30023 41682 1.57% 0.264%
25 21.435 3161 3165 3178 rBV2 53719 95232 3.58% 0.603%

26 21.828 3225 3232 3239 rVB 371617 629626 23.68% 3.987%
27 23.332 3482 3488 3497 rVBS8 18848 47384 1.78% 0.300%
28 23.544 3517 3524 3531 rBV 53742 106824 4.02% 0.676%
29 25.160 3788 3799 3810 rBV2 205124 619031 23.28% 3.920%

Sum of corrected areas: 15792018
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041816\
Data File : BG021726.D

Aca On - 18 Apr 2016 5:51

Operator : UM/SJ

Sample : H2513-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG041316.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: BG021726.D
3|10
1500000
1000000
576 737 774
500000 8.54 033
821 11.03
o 5.29
st - V- -l -
Time--> 300 3.50 400 450 500 550 600 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG021726.D
20.14
1500000
13.45
1000000
16.30
500000 1756 2183
14.82
14.26 19.26
14 15.6416,04|(1649  17.29) 17.91 19.82 2085 2143
L o o man m  t a a  E  L ma
Time--> 13.00 13.50 14.00 14.50 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 21.50 22.00 22.50
Abundance TIC: BG021726.D
1500000
1000000
500000
25.16
233§%54
O LA B e e e S B e e LI B R I s
Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041816\
Data File : BG021726.D

Aca On : 18 Apr 2016 5:51

Operator : UM/SJ

Sample : H2513-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 unknown3.10 Concentration Rank 1

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

3.10 286.68 ng 2659290 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 40
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 23
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 44 (3.097 min): BG021726.D (-39) (-) m/z 73.00 100.00%
74.0
43.0
5000
89.0
550 1300 320 340
O TR e L e m/z 43.00 58.08%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0 T T T
1300 320  3.40
210 89.0 m/z 89.00 32.80%
0 ol L ‘ 57.0 IP
”I'"'P'"I'”'I'"'P'"I'”'I""P"'I'”'I""
m/z--> 10 20 30 60 70 80 90 100
Abundance
43.0
71.0 1300 320 340
5000 89.0 m/z 40.95 11.97%
27.0
18.0 59.0 101.0
G L I UL U UL SULILS UL UL IS R /\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2183: 1,3-Diaminoguanidine e
43.0 3.00 320 3.40
32.0 m/z 45.00 9.19%
58.0 89.0
5000 18.0
‘ | 72.0
o) S 11t S NS F—— AN N
T I I I I I I I I | I I 1
m/z--> 10 30 40 50 60 70 80 90 100 1300 320  3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041816\
Data File : BG021726.D

Aca On : 18 Apr 2016 5:51

Operator : UM/SJ

Sample : H2513-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.29 4.78 ng 44297 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 417 (5.289 min): BG021726.D (-412) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IR RN SAREE RN AN
83.0 | 5.00 5.20 5.40 5.60
-ttt e m/z 59.00 54_.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L IR I
59.0 500 520 540 5.60
0
150 a0 1010 m/z 101.00 19.11%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
500 520 540 560
5000 m/z 58.00 15.33%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4036: Butyl aldoxime, 3-methyl-, syn-
54.0 5.00 5.20 5.40 5.60
m/z 41.00 6.23%
41.0
5000
86.0
0 ‘ | 50'0‘\\\ 620 ‘ 101.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041816\
Data File : BG021726.D

Aca On : 18 Apr 2016 5:51

Operator : UM/SJ

Sample : H2513-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 unknown7.74 Concentration Rank 2

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

7.74 108.02 ng 1001990 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 834 (7.739 min): BG021726.D (-827) (-) m/z 132.00 100.00%
13%2.0
5000 68.0
0050 [| WO J T 7R 750 5bo
(o} e B e e L e m/z 68.00 47 .72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR LS N IR
7.40 7.60 7.80 8.00
310 510 m/z 134.00 33.59%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
740 7.60 7.80 800
5000 m/z 66.00 29.43%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! e
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.00 19.02%
74.0
5000 98.0 116.0
0 T II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| e
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041816\
Data File : BG021726.D

Aca On : 18 Apr 2016 5:51

Operator : UM/SJ

Sample : H2513-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.64 2.37 ng 58417 Acenaphthene-d10 14.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Tetradecane 198 C14H30 000629-59-4 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 2179 (15.641 min): BG021726.D (-2174) (-) m/z 57.00 100.00%

57.0

[e0]
a1
o

5000
| 113.1 226 ) 15.40 15.60 15.80 16.00
o B S e . — m/z 43.00 69.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73964: Hexadecane
57.0
5000 LA L L L L LB
20.0 85.0 15.40 15.60 15.80 16.00
m/z 71.00 44 .70%
o \‘ LAy 1130 141.0 1690 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.00 37.93%
85.0
29.0

113.0 141.0 169.0 198.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0 15.40 15.60 15.80 16.00
m/z 41.00 26 .66%
5000
85.0
29.0
0 \‘ ‘\ h A Y 1130 _141.0 1690 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15 60 15. 80 16. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041816\
Data File : BG021726.D

Aca On : 18 Apr 2016 5:51

Operator : UM/SJ

Sample : H2513-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 10
R.T. EstConc Area Relative to ISTD R.T.
16.49 2.17 ng 59626 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 2323 (16.488 min): BG021726.D (-2319) (-) m/z 57.00 100.00%
57.0
e 8.0 /WLM
113.0 16.20 16.40 16.60 16.80
(o} m/z 43.00 78.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 L R IR SULRLN B
85.0 mmmmmmmm
29.0 m/z 71.00 53.27%
0 | L L 1130 1410 1690 282.0
m/z--> 25 4b eb 85 160 150 150 160 180 200 220 240 2éo 2éo
Abundance
57.0
16.20 16.40 16.60 16.80
5000 85.0 m/z 41.00 36.89Y%
29.0

113.0 141.0 169.0 198.0

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

Abundance #73963: Hexadecane Ll BE e ma e B e
57.0 16.20 16.40 16.60 16.80

m/z 85.00 35.79%
5000 85.0
29.0
ol L | 41130 1410 1690 107.0 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041816\
Data File : BG021726.D

Aca On : 18 Apr 2016 5:51

Operator : UM/SJ

Sample : H2513-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 1-Hexadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.91 3.42 ng 93973 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
3 Cvclotetradecane 196 C14H28 000295-17-0 91
4 1-Tetradecanol 214 C14H300 000112-72-1 91
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 91

Abundance Scan 2565 (17.909 min): BG021726.D (-2559) (-) m/z 55.00 100.00%

53.0
5000

17. 60 17. 80 18. OO 18 20
139.1 179.1 207.0
Obrrrrr il m/z 42.95 84.75%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83798: 1-Hexadecanol
43.0
69.0
97.0

5000 A R A s
17.60 17.80 18.00 18.20

‘ m/z 57.00 78 .99%
I ‘ I ‘ \“ “ \“

125.0
0l-22:0 ‘\ ‘ L] 1540 1960 2240
T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0
83.0 IIIIIIIIIIIIIIIIIIIIIII
17.60 17.80 18.00 18.20
5000 m/z 68.95 76.68%
29.0
111.0
o 139.0 1680 196.0 224.0 252.0
T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53622: Cyclotetradecane
55.0 83.0 17.60 17.80 18.00 18.20
: m/z 83.00 75.32%
5000
23.0 111.0
L LIy L o o s
Ot ,a...,....,.l..,.... BEEEEEEEEEmmmEs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041816\
Data File : BG021726.D

Aca On : 18 Apr 2016 5:51

Operator : UM/SJ

Sample : H2513-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Dichloroacetic acid, 4-hexa... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.26 5.18 ng 142379 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. 4-hexadecvl... 352 C18H34Cl1202 1000282-98-1 93
2 Cvclohexadecane 224 C16H32 000295-65-8 93
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 91
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
Abundance Scan 2795 (19.261 min): BG021726.D (-2790) (-) m/z 55.00 100.00%
58.0
83.0
5000
111.0
| 1391 294.2 19.00 19.20 19.40 19.60
0 ,”4.“h.4......” A S m/z 43.00 87.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #141863: Dichloroacetic acid, 4-hexadecy! ester
55.0
83.0
5000
111.0 19.00 19.20 19.40 19.60
29.0 924.0 m/z 57.00 83.05%
o..,.ﬂ.lhl:J. Ii ‘d m M DD 1680 .???P”..,ll.
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
55.0
83.0
19.00 19.20 19.40 19.60
5000 m/z 83.00 77.03%
111.0
224.0
ol 330 139.0 1670 196.0
m/z--> 25 45 65 éo 160 150 150 160 180 260 250
Abundance #83798: 1-Hexadecanol R A EARAEwaa
43.0 19.00 19.20 19.40 19.60
69.0 m/z 69.00 72.30%
97.0
5000
125.0
0 26‘ \‘\ \‘ | \H‘ “‘w \“ h m 154.0 1960 224.0
m/z--> 25 45 65 éo 160 150 140 160 180 200 250 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041816\
Data File : BG021726.D

Aca On : 18 Apr 2016 5:51

Operator : UM/SJ

Sample : H2513-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Dichloroacetic acid, heptad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.43 3.03 ng 95232 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 91

Abundance Scan 3164 (21.429 min): BG021726.D (-3161) (-) m/z 57.00 100.00%

5000

-

21.20 21.40 21.60 21.80
m/z 55.00 94.16%

139.0163.0 209.9

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester

-

5000 Subdh il MR i
1110 21.20 21.40 21.60 21.80

m/z 43.00 86.61%

29.0
139.0

168.0  210.0 238.0 2660 295.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R AREEE R RS SR S
83.0 21.20 21.40 21.60 21.80
5000 m/z 83.00 66 .99%

111.0
139.0 168.0 196.0 227.0 g

29.0

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

Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester e R B T
. 21.20 21.40 21.60 21.80

m/z 69.00 58.57%

-

5000

-

283.0
e R s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041816\
Data File : BG021726.D

Aca On : 18 Apr 2016 5:51

Operator : UM/SJ

Sample : H2513-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041316.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 Squalene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
2354 3.45ng 106824  Perylene-di2 2516
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualere 410 C30H50 007683-64-9 91

2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90

2

3 7.11-Dimethvldodeca-2.6.10-trien...
4 4.9.13.17-Tetramethyl-4.8.12.16-...
5 2,6,10,14-Hexadecatetraenoic aci...

208 C14H240
316 C22H360
332 C22H3602

125529-10-4 83
056882-09-8 83
024035-35-6 78

Abundance Scan 3523 (23.538 min): BG021726.D (-3517) (-) m/z 69.00 100.00%
69.0
R e e
07.0137.1 23.20 23.40 23.60 23.80
203.1
o) SR N n}f-" bl o2 2830 3049 m/z 81.00 54.51%
m/z--> 50 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 LI L L L L L L BB L |
23.20 23.40 23.60 23.80
m/z 41.00 25.66%
137.0
o Y {roﬁ 0“ 1910 2310 273.0 341.0 410.0
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
L e e
23.20 23.40 23.60 23.80
5000 m/z 68.00 15.11%
137.0
0 29.0 107.0 191.0 231.0 273.0 341.0 410.0
e S o
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0 23.20 23.40 23.60 23.80
m/z 95.00 12.87%
5000
210‘ \ J 130501370 193.0
ol b b b e e Wb ey
m/z--> 50 100 150 200 250 300 350 400 2320 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041816\
Data File : BG021726.D

Acq On : 18 Apr 2016 5:51

Operator : UM/SJ

Sample : H2513-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316_.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]
unknown3.10 3.10 286.7 ng 2659290 1 8.21 185524 20.0
2-Pentanone, 4-hy... 5.29 4.8 ng 44297 1 8.21 185524 20.0
unknown7 .74 7.74 108.0 ng 1001990 1 8.21 185524 20.0
Hexadecane 15.64 2.4 ng 58417 3 14.82 493079 20.0
Eicosane 16.49 2.2 ng 59626 4 17.56 549889 20.0
1-Hexadecanol 17.91 3.4 ng 93973 4 17.56 549889 20.0
Dichloroacetic ac... 19.26 5.2 ng 142379 4 17.56 549889 20.0
Dichloroacetic ac... 21.43 3.0 ng 95232 5 21.83 629626 20.0
Squalene 23.54 3.5 ng 106824 6 25.16 619031 20.0
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