LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\

Data File : BF086471.D

Aca On - 28 Apr 2016 19:01 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i H2702-06 TEOCOMP%lC
ALS Vial : 8 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 4.979 250 253 259 rVB 91680 137853 2.57% 0.308%
2 5.379 285 288 291 rBVY 3115166 4833811 90.11% 10.789%%
3 6.430 376 380 382 rBVY 4182733 5364136 100.00% 11.973%
4 6.556 388 391 393 rBVY 4466322 4722810 88.04% 10.542%
5 6.784 409 411 416 rBV 1062719 988137 18.42% 2.206%
6 6.944 422 425 427 rBY 3666814 3659327 68.22% 8.168%
7 7.356 457 461 463 rBVY 2804746 3420841 63.77% 7.636%
8 7.447 467 469 477 rVB 69801 148002 2.76% 0.330%
9 8.076 521 524 526 rBV 869811 1236125 23.04% 2.759%
10 8.602 568 570 573 rBV2 126881 175740 3.28% 0.392%

11 8.922 596 598 605 rBv2 131834 231862 4._.32% 0.518%
12 9.150 615 618 621 rBV 4207127 4450800 82.97% 9.934%
13 9.550 650 653 655 rBv 914034 1056673 19.70% 2.359%
14 9.768 666 672 674 rBv2 53786 74288 1.38% 0.166%
15 9.825 674 677 679 rBV 1603773 1489361 27.77% 3.324%

16 10.259 711 715 717 rBV2 142986 200137 3.73% 0.447%
17 10.488 731 735 738 rBV 65234 124461 2.32% 0.278%
18 10.613 743 746 749 rBV 3039880 3321020 61.91% 7.413%
19 10.739 755 757 763 rVB 209196 316433 5.90% 0.706%
20 10.933 771 774 778 rBV 30886 75323 1.40% 0.168%

21 11.185 794 796 797 rBV 140191 138994 2.59% 0.310%
22 11.299 804 806 810 rvv 970125 1416974 26.42% 3.163%
23 11.356 810 811 818 rVB3 42192 97424 1.82% 0.217%
24 12.511 909 912 915 rBV 125603 128932 2.40% 0.288%
25 12.717 928 930 931 rBV 91746 150282 2.80% 0.335%

26 12.739 931 932 934 rVB 96326 75326 1.40% 0.168%
27 12.888 942 945 948 rBV 3091690 3979916 74.19% 8.883%
28 13.425 990 992 994 rBV2 40234 59904 1.12% 0.134%

29 13.791 1021 1024 1034 rBV2 169258 273683 5.10% 0.611%
30 13.928 1034 1036 1044 rVvVv 730254 1191107 22.21% 2.659%

31 14.694 1100 1103 1108 rBV2 162200 317286 5.91% 0.708%

32 14.774 1108 1110 1113 rVB 40829 54266 1.01% 0.121%
33 15.334 1156 1159 1162 rBV 547184 762187 14.21% 1.701%
34 16.237 1235 1238 1247 rBV 25981 58342 1.09% 0.130%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086471.D

Aca On : 28 Apr 2016 19:01

Operator : UM/SJ

Sample : H2702-06

Misc :

ALS Vial : 8 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 19.083 1484 1487 1495 rVB5 17147 69821 1.30% 0.156%

Sum of corrected areas: 44801584
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086471.D

Aca On - 28 Apr 2016 19:01

Operator : UM/SJ

Sample : H2702-06

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\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: BF086471.D
6.46/56

4000000
6.94

5.38
3000000 7.36

2000000

6.78
1000000

4}.\98 \7.45

el

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: BF086471.D

4000000

10.61 12.89
3000000

2000000

11.30

1000000{ 8.08 9.55

12511272, 13.43

oA e A A e

T
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: BF086471.D

4000000
3000000
2000000

1000000{ 15 g3
15.33

%79{ 1487 A\__ 16.24 19.08

e e e e e e i R e e e e EEEEEEEAAE =

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\BF042816\
Data File : BF086471.D

Aca On : 28 Apr 2016 19:01

Operator : UM/SJ

Sample : H2702-06

Misc :

ALS Vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.98 2.79 ng 137853 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 14
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 253 (4.979 min): BF086471.D (-250) (-) m/z 43.05 100.00%
3.0
5000 591
| mo 10U b0 48 500 550 5D
Obr et el 2+ Tm/z 59.10  49.58%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ENAEENLAE SRS SRR
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 58.05 14.54%
0 21.0 350 | 510 ‘ 67.0 830 910 | |
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520 5.40
5000 57.0 m/z 101.10 12.43%
29.0
101.0
78.0
R S S S SO LU SIS SR WL
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #3174: 4-Penten-2-one, 4-methyl- s )
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.73%
5000
o, B0 | s 830 a0
mz-> 20 30 40 50 60 70 8 90 100 110 460 480 500 520 5.40

8270-BF042716.M Fri Apr 29 13:17:58 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086471.D

Aca On : 28 Apr 2016 19:01

Operator : UM/SJ

Sample : H2702-06

Misc :

ALS Vial : 8 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 unknown6.56 Concentration Rank 1

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

6.56 95.59 ng 4722810 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 391 (6.556 min): BF086471.D (-388) (-) m/z 132.10 100.00%
13p.1
5000 68.1
©0 g0 || N T om ok ok
0 AR Lo m/z 68.10 49.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0 N
5000 NS SRR SRR
6.20 6.40 6.60 6.80
70.0 m/z 134.10 33.49%
310 440
0 | L L | \ ! 116.0 !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
90 o oo 6w 680 om0
5000 ' m/z 66.05 33.47%
31.0 510
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! B ERmEmmamas
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 20.43%
74.0
5000 9go 1160
oL IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086471.D

Aca On : 28 Apr 2016 19:01

Operator : UM/SJ

Sample : H2702-06

Misc :

ALS Vial : 8 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 Hexanoic acid, 2-ethyl- Concentration Rank 11

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

7.45 2.39 ng 148002 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 72
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 50
3 Acetic acid. nitro-. ethvl ester 133 C4H7NO4 000626-35-7 40
4 Butanoic acid. 2-methvl-. methvl... 116 C6H1202 000868-57-5 37
5 trans-4-Fluoro-I1-proline 133 C5H8FNO2 1000132-55-8 25

Abundance Scan 469 (7.447 min): BF086471.D (-467) (-) m/z 73.00 100.00%
73.0
5000 41.1
01.1 U U IR U L
| I 7.20 7.40 7.60 7.80
o st m/z 88.05 78.32%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73.0
5000
41.0 7.20 7.40 7.60 7.80
‘ 01.0 m/z 41.10 46.17%
0 1%‘9“ e M‘.‘t J A0 —
m/z--> 50 100 150 200 250 300 350
Abundance
43.0  88.0
720 7.40 7.60 7.80
5000 m/z 57.05 45 .39%
0 115.0142.0 173.0  214.0242.0272.0 313.0 355.0
R SRS SRR UL UL SR S
m/z--> 50 100 150 200 250 300 350
Abundance #14106: Acetic acid, nitro-, ethyl ester A R e
88.0 7.20 7.40 7.60 7.80
m/z 43.05 27 .25%
42.0
5000
0! 150 | ) 1180
m/z--> 50 100 150 200 250 300 350 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086471.D

Aca On : 28 Apr 2016 19:01

Operator : UM/SJ

Sample : H2702-06

Misc :

ALS Vial : 8 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 5 Cyclohexasiloxane, dodecame... Concentration Rank 7

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

8.60 2.84 ng 175740 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexasiloxane. dodecamethvl- 444 C12H3606Si16 000540-97-6 91
2 Octasiloxane. 1.1.3.3.5.5.7.7.9.... 578 C16H5007Si8 019095-24-0 56
3 3-Trimethvisilvloxystearic acid.... 444 C24H5203Si2 1000079-42-6 28
4 4-Amino-5-imidazole carboxamide.... 342 C13H30N40Si3 1000079-30-4 9
5 Trimethylsilyl 3,5-dimethoxy-4-(... 342 C15H2605Si2 010517-29-0 9

Abundance Scan 570 (8.602 min): BF086471.D (-568) (-) m/z 73.05 100.00%
73.0
5000
8.20 8.40 8.60 8.80 9.00
207.1 429.1
NP S G ...2?,1.1.2]9.59...l e || M7z 341.10  18.62%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163619: Cyclohexasiloxane, dodecamethyl-
720 341.0
5000 429.0 LR ----|---/-L|--
820 840 8.60 8.80 9.00
147.0 m/z 147.10 14.74%
0 1 20\7 0 267 0 ‘h h\ !
mz> 0 55 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
8.20 8.40 8.60 8.80 9.00
5000 207.0 m/z 74.10 8.92%
147.0 281.0
ol 280 341'0385 0429 0 5030 563.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163690: 3-Trimethylsilyloxystearic acid, trimethylsilyl este L e e
73.0 8.20 8.40 8.60 8.80 9.00
m/z 45.10 6.75%
5000 147.0 233.0
0 e AR
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086471.D

Aca On : 28 Apr 2016 19:01

Operator : UM/SJ

Sample : H2702-06

Misc :

ALS Vial : 8 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 Tetrasiloxane, 1,1,3,3,5,5,... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.92 3.75 ng 231862 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetrasiloxane. 1.1.3.3.5.5.7.7-0... 282 C8H2603Si4 001000-05-1 64
2 Heptasiloxane. 1.1.3.3.5.5.7.7.9... 504 C14H4406Si7 019095-23-9 38

3 1-Monolinoleovlalvcerol trimethy...
4 1.4-Cyclohexadiene. 1.3.6-tris(t...
5 Benzenepropanoic acid, .alpha.-[...

498 C27H5404Si2
296 C15H32Si3
310 C15H2603Si2

054284-45-6 25
1000150-10-8 23
027750-45-4 23

Abundance Scan 598 (8.922 min): BF086471.D (-596) (-) m/z 73.05 100.00%
73.0
5000
207.1
147.1
37 111.1 281.1 3971 4152 8.60 8.80 9.00 9.20
0 m/z 43.05 77.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107746: Tetrasiloxane, 1,1,3,3,5,5,7,7-octamethyl-
73.0
193.0
5000 TT [T T I T [T T T T[T T T T[T TTT]
267.0 8.60 8.80 9.00 9.20
m/z 207.10 34 .53%
133.0
o R St U N N N ——
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73.0
R AEREERETEE S LD
8.60 8.80 9.00 9.20
5000 207.0 m/z 193.10 21.57%
133.0 281.0 355.0
ol28.0 429.0  489.0
T T T e T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168495: 1-Monolinoleoylglycerol trimethylsily| ether e e
8.60 8.80 9.00 9.20
m/z 58.10 19.26%
5000
0
m/z--> 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086471.D

Aca On : 28 Apr 2016 19:01

Operator : UM/SJ

Sample : H2702-06

Misc :

ALS Vial : 8 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 7 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.26 2.69 ng 200137 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 78
4 Octadecane 254 C18H38 000593-45-3 72
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 64
Abundance Scan 715 (10.259 min): BF086471.D (-711) (-) m/z 57.10 100.00%
57.1
5000
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—h
39 113.1 149.0 10.00 10.20 10.40 10.60
(o} m/z 43.10 88.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 R BULILN BN B B
85.0 10.00 10.20 10. 40 10. 60
29.0 : m/z 71.10 48 .44%
0 ! “ [l ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250
Abundance
57.0
10.00 10.20 10.40 10.60
5000 m/z 41.10 40.25%
29.0 85.0
o 113.0 141 0 184 0
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #64571: Pentadecane B
57.0 10.00 10.20 10.40 10.60
m/z 85.10 28.32%
5000 85.0
29.0
0 \‘ ‘ H Il 113 0 \ 141 0 169 0 212.0
m/z--> ' ' éo 50 160 150 140 160 180 260 250 1050 1020 1040 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086471.D

Aca On : 28 Apr 2016 19:01

Operator : UM/SJ

Sample : H2702-06

Misc :

ALS Vial : 8 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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.74 4_47 ng 316433 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 83
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 757 (10.739 min): BF086471.D (-755) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1 10.40 10.60 10.80 11.00
0 ..,....',...|,..'..,1:...-',..4.,.%‘.‘?.%.1‘.35’..1.... e8| m/z 43.10  70.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107652: Eicosane
57.0
5000 LR R SURIUSR DU S B
85.0 10. 40 10. 60 10 80 11.00
29.0 m/z 71.10 55.87%
0 | L | 4| “\113014101690 282.0
m/z--> 25 46 éo éo 160 120 150 160 180 200 220 240 260 280 360 350
Abundance
57.0
10,40 10.60 10.80 11.00
0
5000 85.0 m/z 85.10 34 .65%
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122578: Tridecane, 1-iodo- R Eam e e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 31.52%
5000 85.0
28.0
183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086471.D

Aca On : 28 Apr 2016 19:01

Operator : UM/SJ

Sample : H2702-06

Misc :

ALS Vial : 8 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 Hexanedioic acid, bis(l-met... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.72  2.52ng 150282  Chrysene-d12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexanedioic acid. bis(l-methvlpr... 258 C14H2604 038447-22-2 50

2 Butvl citrate 360 C18H3207 000077-94-1 43
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 30
4 Methvl 2-methvl-2-(methoxv-thioc... 204 C7H12N203S 080552-74-5 25
5 Resorufin 213 C12H7NO3 000635-78-9 14
Abundance Scan 930 (12.717 min): BF086471.D (-928) (-) m/z 185.10 100.00%
56.0 185.1
129.0
5000
218.1 R e e REES Ean
87.0 157.1 | 25?-2 12.40 12.60 12.80 13.00
ol e — m/z 56.05 87.20%
m/z--> 50 100 150 200 250 300 350
Abundance #93163: Hexanedioic acid, bis(1-methylpropyl) ester
129.0
5000 AR AR BN
12.40 12.60 12.80 13.00
185.0 m/z 129.00 71.55%
29.0 57.0 100.? ‘
o Y T 2 - H
m/z--> 50 100 150 200 250 300 350
Abundance
185.0
1290 1240 12.60 12.80 13.00
5000 m/z 57.10 65.25%
410 259.0
o 87.0 1570 2130 287.0 361.0
miz--> 50 100 150 200 250 300 350 ,J\fJxﬂ,wﬁv,J
I I I

Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester T
56.0 12.40 12.60 12.80 13.00
m/z 41.10 57.26%
- J@u«
27.0 3.0 129.0
I iﬂ%i{ i ...l 157.0185.0213.0 25?0 312.0
Ol s e e e e M e
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086471.D

Aca On : 28 Apr 2016 19:01

Operator : UM/SJ

Sample : H2702-06

Misc :

ALS Vial : 8 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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.79 4.60 ng 273683 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 93
2 l17-Pentatriacontene 491 C35H70 006971-40-0 90
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
5 1-Docosene 308 C22H44 001599-67-3 81
Abundance Scan 1024 (13.791 min): BF086471.D (-1021) (-) m/z 57.10 100.00%
51.1
I JV\NLL
5000
LRI AL SRS B B
30.2 230.1 13.40 13.60 13.80 14.00 14.20
0 ..l,...J.','.l.]i.ﬂs,-..1.9.1',1..:.,....,....,....,....,...., m/z 43.10 93.69%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000 LRI AL SRS DU B
13.40 13.60 13.80 14.00 14.20
2 m/z 55.10 73.93%
5.0
“H‘d\\ 182.0
0 R e e R AR R RS R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
13.40 13.60 13.80 14.00 14.20
5000 83.0 m/z 83.10 57.66%
. 1250 1670 2100  267.0307.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #152927: Trichloroacetic acid, hexadecy! ester A T B
43.0 13.40 13.60 13.80 14.00 14.20
83.0 m/z 97.10 54 .30%
5000
25.0
0 196.0
m/z--> 50 100 150 200 250 300 350 400 450 1340 13.60 13.80 14.00 14.20

8270-BF042716.M Fri Apr 29 13:18:03 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086471.D

Aca On : 28 Apr 2016 19:01

Operator : UM/SJ

Sample : H2702-06

Misc :

ALS Vial : 8 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 11 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.69 8.33 ng 317286 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 80
2 Hexadecanamide 255 C16H33N0 000629-54-9 72
3 Tetradecanamide 227 C14H29NO 000638-58-4 72
4 Dodecanamide 199 C12H25N0 001120-16-7 59
5 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
Abundance Scan 1103 (14.694 min): BF086471.D (-1100) (-) m/z 59.10 100.00%
54.1
5000 /\L\»
83.1 155.1 LA B SR SR UL
114.1 14.40 14.60 14.80 15.00
o”w””,Lﬂ. 184.1 221.1249.2  294.3320.3 77 79.10  60.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 LA B BRI SULL UL
14,40 14.60 14.80 15.00
m/z 55.10 57.07%
0 290“ H “‘8ﬁ\0\ﬂ\ \l 0\71400 1840 2200 2530 28%0
m/z--> %&&%@mmmmmmmmmmﬁ
Abundance
59.0
1440 14.60 14.80 15.00
5000 m/z 43.10 40.40%
. 29.0 86.0 114.0 142.0 170.0 212.0 255.0 m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74439: Tetradecanamide Al B R
59.0 14.40 14.60 14.80 15.00
m/z 41.10 37.91%
97.0 128.0 227.0
0...3?.?Jlntw.ﬁu.&h.ﬁ .mh,:l..%??.o..i8?l?..... e — .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14,40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042816\
Data File : BF086471.D

Acq On : 28 Apr 2016 19:01

Operator : UM/SJ

Sample : H2702-06

Misc :

ALS Vial : 8 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]
2-Pentanone, 4-hy... 4.98 2.8 ng 137853 1 6.78 988137 20.0
unknown6 .56 6.56 95.6 ng 4722810 1 6.78 988137 20.0
Hexanoic acid, 2-... 7.45 2.4 ng 148002 2 8.08 1236130 20.0
Cyclohexasiloxane. .. 8.60 2.8 ng 175740 2 8.08 1236130 20.0
Tetrasiloxane, 1,... 8.92 3.8 ng 231862 2 8.08 1236130 20.0
Hexadecane 10.26 2.7 ng 200137 3 9.82 1489360 20.0
Eicosane 10.74 4.5 ng 316433 4 11.30 1416970 20.0
Hexanedioic acid, ... 12.72 2.5 ng 150282 5 13.94 1191110 20.0
Trichloroacetic a... 13.79 4.6 ng 273683 5 13.94 1191110 20.0
9-Octadecenamide, ... 14.69 8.3 ng 317286 6 15.33 762187 20.0
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