LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\

Data File : BF091597.D

Aca On : 14 Dec 2016 21:13 Instrument :
Operator : UM/SJ BNA_F

Sample  : H6006-11 il
Misc i C-13-10-15
ALS Vial : 12 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-BF120916.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

3.104 87 89 101 rBVS5 21822 86133 1.04% 0.115%
4._.967 249 252 260 rBV 1930523 2794269 33.65% 3.721%
290 292 rBV 7013969 7252847 87.34% 9.658%
6.442 377 381 383 rVB 6551404 8303946 100.00% 11.057%
6.567 389 392 394 rBV 7100445 7918894 95.36% 10.544%
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6.796 409 412 414 rBV 1883060 1839246 22.15% 2.449%
6.944 423 425 428 rBV 4077771 5459661 65.75% 7.270%
461 464 rBV 4080951 4340526 52.27% 5.780%
8.076 522 524 527 rBV 2631997 2396514 28.86% 3.191%
9.162 616 619 621 rBV 7129851 7485284 90.14% 9.967%
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o

11 9.276 628 629 632 rVB 94037 112386 1.35% 0.150%
12 9.550 651 653 656 rBY 1639619 1454663 17.52% 1.937%
13 9.836 675 678 680 rBV 2465504 2715035 32.70% 3.615%
14 10.625 744 747 749 rBV 3634522 4736854 57.04% 6.307%
15 10.739 756 757 763 rBV 76702 130033 1.57% 0.173%

16 11.196 795 797 798 rBV 89165 99201 1.19% 0.132%
17 11.311 805 807 811 rvB 2608036 2482827 29.90% 3.306%
18 11.551 825 828 830 rBV 797217 795253 9.58% 1.059%
19 11.619 832 834 836 rvB 126687 109599 1.32% 0.146%
20 11.848 852 854 856 rBv2 211294 285550 3.44% 0.380%

21 12.019 867 869 872 rBV 93027 127805 1.54% 0.170%
22 12.099 874 876 880 rVvB4 49562 89661 1.08% 0.119%
23 12.362 897 899 902 rBV 1679997 1792544 21 .59% 2.387%
24 12.419 902 904 908 rvv2 65625 126792 1.53% 0.169%
25 12.522 911 913 915 rBV 148634 152512 1.84% 0.203%

26 12.728 929 931 934 rBv2 132827 238601 2.87% 0.318%
27 12.785 934 936 941 rVB2 68856 93752 1.13% 0.125%
28 12.899 943 946 949 rVV 5647618 5613988 67.61% 7.475%
29 13.357 983 986 987 rBV 164758 187636 2.26% 0.250%
30 13.379 987 988 992 rvB2 92476 134376 1.62% 0.179%

31 13.802 1023 1025 1032 rVB2 340173 427598 5.15% 0.569%
32 13.939 1035 1037 1040 rBV 1612587 1931333 23.26% 2.572%
33 14.431 1076 1080 1086 rBV6 50883 130526 1.57% 0.174%
34 14.797 1109 1112 1116 rBV 220165 278532 3.35% 0.371%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\
Data File : BF091597.D

Aca On : 14 Dec 2016 21:13

Operator : UM/SJ

Sample : H6006-11

Misc :

ALS Vial : 12 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-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
35 14.957 1124 1126 1131 rVB 49617 101474 1.22% 0.135%
36 15.231 1147 1150 1153 rVB2 97166 138568 1.67% 0.185%
37 15.357 1158 1161 1164 rBVY 1387665 1691430 20.37% 2.252%
38 15.700 1188 1191 1194 rVB 102864 194973 2.35% 0.260%
39 16.248 1236 1239 1249 rVB3 121674 317270 3.82% 0.422%
40 16.911 1293 1297 1303 rVB 113763 302306 3.64% 0.403%

41 17.723 1364 1368 1375 rVB2 70531 229815 2.77% 0.306%

Sum of corrected areas: 75100213
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF121416\

BF091597.D

14 Dec 2016 21:13

UM/SsJ

H6006-11

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF091597.D
5

4.97

6.4%

57

6.94

6.80

7.36

0
Time-->

5.00

5.50

6.00

6.50

L
| L |

7.00

7.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

8.08

TIC: BF091597.D

10.62

11.31

9.55

11.55

9.28 10.74 11.2

12.36

Jeptzono

5211.231;

12.90

333

T
Time--> 8.00

A
T LI .

8.50

9.50

10.00

10.50 11.00 11.50

9.00

12.00

12.50

13.00

13.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000
3.80

0

13.94

TIC: BF091597.D

15.36

14.43 14806 152 15.70 16.25 16.91 17.72

14.

Time-->

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\BF121416\
Data File : BF091597.D

Aca On : 14 Dec 2016 21:13

Operator : UM/SJ

Sample : H6006-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.97 30.38 ng 2794270 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 252 (4.967 min): BF091597.D (-249) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 ISR R R I
| 83.0 | 208.0 460 4.80 5.00 5.20 5.40
SRS 0 S TS DS -1 4! m/z 59.10 58.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I R UL
59.0 460 480 500 520 5.40
0
150 1010 m/z 101.10 19.28%
H\‘ i L 83'0 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 480 500 5.20 5.40
5000 50.0 m/z 58.10 15.33%
101.0
15.0 83.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester s e B R
59.0 460 4.80 5.00 5.20 5.40
m/z 41.10 9.34%
5000 41.0
'"'|""MJ"“bi'"'|""|""%%QQ%ﬁ%Q"l""l""l"" SR RN RN LR
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091597.D

Aca On : 14 Dec 2016 21:13

Operator : UM/SJ

Sample : H6006-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown6.57 Concentration Rank 1

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

6.57 86.11 ng 7918890 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Xenon 132 Xe 007440-63-3 9
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 392 (6.567 min): BF091597.D (-389) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 9.0 - 620 6.40 6.60 6.80 7.00
0 L1 "m/z 68.10 42.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 RS I R
6.20 6.40 6.60 6.80 7.00
m/z 134.00 34.42%
o ]

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

132.0

6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 26.76%

66.0

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

Abundance #13917: Benzene, 1,2,4-trifluoro- R e mm e o
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.99%
5000 63.0
31.0 %
SRMIRPY 1 ) ....ﬂ.l.’r.o..‘. T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 660 6.80 700
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091597.D

Aca On : 14 Dec 2016 21:13

Operator : UM/SJ

Sample : H6006-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 2-Tetradecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.55 6.41 ng 795253 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tetradecene. (E)- 196 C14H28 035953-53-8 97
2 Cvclotetradecane 196 C14H28 000295-17-0 96
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
5 1-Pentadecanol 228 C15H320 000629-76-5 91
Abundance Scan 828 (11.551 min): BF091597.D (-825) (-) m/z 55.05 100.00%
0 830
5000
_—N e )
1401 1671 11.20 11.40 11.60 11.80
1962 m/z 83.05 95.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53627: 2-Tetradecene, (E)-
58.0
5000 29.0
83.0 11.20 11.40 11.60 11.80
1110 m/z 69.05 90.84%
196.0
L T 1a00 es0 RO
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0
83.0 11.20 11.40 11.60 11.80
m/z 43.10 87 .09%
5000 9.0 (
111.0
139.0 168.0 196.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83798: 1-Hexadecanol e ARBE R
43.0 11.20 11.40 11.60 11.80
63.0 m/z 57.10 79.66%
97.0
5000
125.0
26‘ | \‘ ! ‘ \H‘ “‘w \“ ‘\ m 154.0 1960 224.0 L\,JJLJU\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091597.D

Aca On : 14 Dec 2016 21:13

Operator : UM/SJ

Sample : H6006-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.85 2.30 ng 285550 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 854 (11.848 min): BF091597.D (-852) (-) m/z 73.00 100.00%

431 | 73.0

5000

%

129.1
97.0
157.1 192.1 213.2 256.2 11.60 11.80 12.00 12.20
S— m/z 43.10 98.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LN L L LB L B

11,60 11.80 12.00 12.20
m/z 60.00 94.29%

97.0 129.0 256.0
I, \ H At 1 152.00710 10402139 237.0
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 80.01%
171.0
97.0 214.0
152.0
L s R AL mas AL B S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid T T T T
43.0 73.0 11.60 11.80 12.00 12.20
m/z 41.10 74 .71%
5000
129.0 242.0
0 e
A PR Y- < N VU [V SO | N WS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091597.D

Aca On : 14 Dec 2016 21:13

Operator : UM/SJ

Sample : H6006-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 9-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.36 14.44 ng 1792540 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 94
2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91

Abundance Scan 899 (12.362 min): BF091597.D (-897) (-) m/z 55.10 100.00%

541 831

5000

12.00 12.20 12.40 12.60
m/z 43.10 97.36%

0 139.1 168.1  206.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)-
57.0 83.0

12.IOO 12.20 12.I4O 12.I60
m/z 57.10  88.60%

5000
29.0 111.0

139.0 168.0 196.0 223.0 252.0 280.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
43.0
69.0
970 12.00 12.20 12.40 12.60
5000 £ m/z 83.10 87.82%
125.0
22.0 154.0 196.0 224.0
WWWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89785: 5-Octadecene, (E)- T T
55.0 12.00 12.20 12.40 12.60

m/z 69.10 85.32%

83.0

5000

‘ 139.0 168.0 195.0 224.0 252.0
P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

T
12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091597.D

Aca On : 14 Dec 2016 21:13

Operator : UM/SJ

Sample : H6006-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 11
R.T. EstConc Area Relative to ISTD R.T.
12.73 2.47 ng 238601 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 70
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 53
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 40
4 Oxirane. 2.3-bis(l-methvlethvD)-... 128 C8H160 054644-32-5 38
5 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 30

Abundance Scan 931 (12.728 min): BF091597.D (-929) (-) m/z 56.10 100.00%

1

5000

101.0 129.1

257.3 2.40 12.60 12.80 13.00

157.1 189.1 1
m/z 57.10 57.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
N~~~ AN A
5000
29.0 12.40 12.60 12.80 13.00
630 129 m/z 43.10 47 .25%
L h “ ‘H\ H\ h 157.0 18502130 \ 25‘70 3120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
56.0
RS e AR
12.40 12.60 12.80 13.00
5000 m/z 41.10 42 . 77%
257.0
29.0 129.0
83.0 157.0 185.0 213.0 0830 312.0
merwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124097: Hexadecanoic acid, 2-methylpropyl ester
57.0 12.40 12.60 12.80 13.00
m/z 59.00 37.33%
5000
239.0
290 85.0 129 0
L H e bl 157018502150 2820 3120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00

8270-BF120916.-M Thu Dec 15 17:06:06 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091597.D

Aca On : 14 Dec 2016 21:13

Operator : UM/SJ

Sample : H6006-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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-Heneicosyl formate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.80 4.43 ng 427598 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91

Abundance Scan 1025 (13.802 min): BF091597.D (-1023) (-) m/z 57.10 100.00%

51. :

5000

:

13.40 13.60 13.80 14.00 14.20
m/z 83.10 92.51%

. 139.1 168.1194.1221.2248.2 282.1 3261

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137330: 1-Heneicosyl formate
57.0 83.0

:

13.40 13.60 13.80 14.00 14.20
m/z 43.10 87.47%

5000

\ 139.0 167.0 196.0220.0  266.0294.0 395 ¢
e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57.0 83.0

:

13.40 13.60 13.80 14.00 14.20
5000 111.0 m/z 97.10  87.43%

29.0
139.0 1680  210.0 238.0 5660 295.0

mmmmﬂmwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152927: Trichloroacetic acid, hexadecy! ester T T T
13.40 13.60 13.80 14.00 14.20

m/z 55.05 84 .66%

:

5000

[y
N
a1
o

196.0 224.0
LI e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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\BF121416\
Data File : BF091597.D

Aca On : 14 Dec 2016 21:13

Operator : UM/SJ

Sample : H6006-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Squalene Concentration Rank 9

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

14.80 3.29 ng 278532 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 72
52

,6,10,14-Hexadecatetraenoic aci...

332 C22H3602

024035-35-6 64

Abundance Scan 1112 (14.797 min): BF091597.D (-1109) (-) m/z 69.10 100.00%
69.1
5000
39\0 070187 1o o052 25312850 326.1 14.40 14.60 14.80 15.00 15.20
S O O N 62, 2 U S U m/z 81.10 52.90%
m'z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 BRI LI L L L L L L L
14.40 14.60 14.80 15.00 15.20
m/z 41.10 23.02%
137.0
C ko 10707 1910 231.0 273.0 341.0 410.0
T T T [ T A T e e
mz--> 50 100 150 200 250 300 350 400
Abundance
69.0
e
14.40 14.60 14.80 15.00 15.20
5000 m/z 95.10 13.42%
137.0
29.0 107.0 191.0 231.0 273.0 341.0 410.0
e e
mz--> 50 100 150 200 250 300 350 400
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal A B
69.0 14.40 14.60 14.80 15.00 15.20
m/z 68.10 11.86%
5000
137.0
29.0 EOIO ] 1920  247.0 316.0
N N S s G N Do) e
mz--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20

8270-BF120916.M Thu Dec 15 17:06:08 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091597.D

Aca On : 14 Dec 2016 21:13

Operator : UM/SJ

Sample : H6006-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknownl15.70 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.70 2.31 ng 194973 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 49
2 2-Amino-2-oxo-acetic acid. N-T3.... 221 C12H15NO03 024451-17-0 32
3 Trisiloxane. octamethvl- 236 C8H2402S13 000107-51-7 27
4 Tris(trimethvisilvDborate 278 C9H27B03Si3 004325-85-3 27
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 25
Abundance Scan 1191 (15.700 min): BF091597.D (-1188) (-) m/z 73.05 100.00%
73.0 221.1
147.1
5000 2811 3551
429.1 R B B BN B
\ | 503.1 15.40 15.60 15.80 16.00
e prber bbbV T Tm/z 221,100 96.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173701: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
355.0
5000 281.0 R B DU SRR RS
15.40 15.60 15. 80 16.00
‘ m/z 147.10 72.86%
B O O R T S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
221.0
'15.40 15.60 15.80 16.00 |
5000 147.0 m/z 281.10 47.38%
iy /\VMN/\‘\MN
miz-> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #80106: Trisiloxane, octamethyl- R EEE e R R B
221.0 15.40 15.60 15.80 16.00
m/z 355.10 43 .15%
73.0
5000
| 1470
mz> D 100 150 200 250 300 350 430 450 500 550 600 680 ' 15.40 15,60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
Data File : BF091597.D

Acq On : 14 Dec 2016 21:13

Operator : UM/SJ

Sample - H6006-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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]
2-Pentanone, 4-hy... 4_97 30.4 ng 2794270 1 6.80 1839250 20.0
unknown6 .57 6.57 86.1 ng 7918890 1 6.80 1839250 20.0
2-Tetradecene, (E)- 11.55 6.4 ng 795253 4 11.31 2482830 20.0
n-Hexadecanoic acid 11.85 2.3 ng 285550 4 11.31 2482830 20.0
9-Eicosene, (E)- 12.36 14.4 ng 1792540 4 11.31 2482830 20.0
Hexadecanoic acid... 12.73 2.5 ng 238601 5 13.94 1931330 20.0
1-Heneicosyl formate 13.80 4.4 ng 427598 5 13.94 1931330 20.0
Squalene 14.80 3.3 ng 278532 6 15.36 1691430 20.0
unknown15.70 15.70 2.3 ng 194973 6 15.36 1691430 20.0
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