LSC Area Percent Report

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

Data File : BF086474.D

Aca On - 28 Apr 2016 20:27

Operator : UM/SJ

3?22 le H2654-03 26WARD-2A-CS-17(6-12FTBGS
ALS Vial : 11 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 4.967 249 252 260 rVB 64053 91439 2.42% 0.256%
2 5.379 285 288 291 rBVY 3044740 3144470 83.13% 8.820%
3 6.419 376 379 382 rBVY 2652382 3540559 93.60% 9.930%
4 6.556 388 391 393 rBVY 3379161 3782691 100.00% 10.610%
5 6.784 409 411 416 rBV 1015868 960154 25.38% 2.693%
6 6.944 422 425 427 rBV 2699180 2789570 73.75% 7.824%
7 7.356 458 461 463 rBVY 1804049 2407910 63.66% 6.754%
8 7.447 467 469 476 rVB 59305 119307 3.15% 0.335%
9 8.076 521 524 526 rBV 893297 1203825 31.82% 3.376%
10 9.150 615 618 621 rBY 3693710 3627859 95.91% 10.175%

11 9.550 651 653 655 rBv 299366 408550 10.80% 1.146%
12 9.768 664 672 674 rBY 95442 110190 2.91% 0.309%
13 9.825 674 677 679 rBV 1588584 1423174 37.62% 3.992%
14 10.259 711 715 717 rBv2 117585 167761 4.43% 0.471%
15 10.488 732 735 738 rBV 50462 93825 2.48% 0.263%

16 10.613 743 746 748 rBV 2348423 2478525 65.52% 6.952%
17 10.739 754 757 763 rVB 166049 254308 6.72% 0.713%

18 10.933 772 774 776 rBvV2 21991 41210 1.09% 0.116%
19 11.185 792 796 797 rBV 114464 110018 2.91% 0.309%
20 11.208 797 798 802 rVB 31173 39518 1.04% 0.111%
21 11.299 804 806 810 rBV 884183 1294774 34.23% 3.632%
22 11.608 831 833 840 rVB 55079 52780 1.40% 0.148%
23 12.511 909 912 916 rBV 76036 87696 2.32% 0.246%

24 12.716 928 930 934 rBV3 293224 388139 10.26% 1.089%
25 12.888 943 945 948 rBV 2612713 3155260 83.41% 8.850%

26 13.128 964 966 968 rVB 73850 63821 1.69% 0.179%
27 13.425 990 992 994 rBV 222143 210667 5.57% 0.591%
28 13.471 994 996 997 rBV 99195 87799 2.32% 0.246%

29 13.791 1021 1024 1030 rBV 265058 386440 10.22% 1.084%
30 13.939 1034 1037 1044 rBV 600413 1035264 27.37% 2.904%

31 14.111 1050 1052 1056 rVB 90223 95369 2.52% 0.267%
32 14.419 1077 1079 1081 rBV 70811 81383 2.15% 0.228%
33 14.694 1100 1103 1108 rBV2 184061 320921 8.48% 0.900%
34 14.774 1108 1110 1113 rVB2 27884 48102 1.27% 0.135%
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LSC Area Percent Report

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

Data File : BF086474.D

Aca On - 28 Apr 2016 20:27

Operator : UM/SJ

3?22'6 : H2654-03 26WARD-2A-CS-17(6-12FTBGS
ALS Vial : 11 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

35 14.945 1122 1125 1128 rBV 23316 48841 1.29% 0.137%
36 15.025 1130 1132 1135 rVB2 50690 63085 1.67% 0.177%
37 15.334 1156 1159 1162 rBV 519744 695471 18.39% 1.951%
38 15.380 1162 1163 1167 rVB 53843 57115 1.51% 0.160%
39 15.780 1195 1198 1200 rBV 54405 80906 2.14% 0.227%
40 15.825 1200 1202 1206 rVvB4 15327 39782 1.05% 0.112%
41 16.237 1235 1238 1248 rVB2 55953 133143 3.52% 0.373%
42 16.728 1278 1281 1283 rBV 29304 54392 1.44% 0.153%
43 16.785 1283 1286 1289 rVB 47598 86570 2.29% 0.243%
44 17.426 1338 1342 1348 rVB 44863 115562 3.06% 0.324%
45 18.180 1404 1408 1416 rVB2 28620 94926 2.51% 0.266%
46 19.083 1484 1487 1497 rVB3 21813 80312 2.12% 0.225%

Sum of corrected areas: 35653383
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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:\HPCHEM1I\BNA F\DATA\BF042816\

BF086474.D

28 Apr 2016 20:27

UM/SsJ

H2654-03

11 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF086474.D

5.38

4.97

6.56

6.42

6.

6.94

78

7.36

7.45

0
Time-->

T
2.50

3.00

3.50

4.00

4.50

5.00

5.50

6.00

6.50

I
7.00

7.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

8.08

TIC: BF086474.D
15

10.61

9.82

11.30

10.74
10.2610 4 10.93 ! 11.61

12.89

12.72

12.51
A

13.13 ! 437

T
Time--> 8.00

8.50

10.50 11.00 11.50

9.00

12.00

12.50

13.00

13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000% 79

0

13.94

TIC: BF086474.D

15.33

14.69
1411 1442 ~ j2 774693 1538  155/83  16.24 18639 17.43

18.18

19.08

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 : BF086474.D

Aca On : 28 Apr 2016 20:27

Operator : UM/SJ

Sample : H2654-03

Misc :

ALS Vial : 11 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 unknown6.56 Concentration Rank 1

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

6.56 78.79 ng 3782690 1,4-Dichlorobenzene-d4 6.78
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 391 (6.556 min): BF086474.D (-388) (-) m/z 132.10 100.00%
13p.1
5000 68.1
40.1 540 %61 620 640 6.60 6.80
0 RO e m/z 68.10 42.59%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 NS SR SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.10 32.94%
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
620 640 6.60 680
5000 m/z 66.05 28.98%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propionyl e EEaanmansaCaE
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.26%
74.0
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-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 : BF086474.D

Aca On : 28 Apr 2016 20:27

Operator : UM/SJ

Sample : H2654-03

Misc :

ALS Vial : 11 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 Hexadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.26 2.36 ng 167761 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 78
4 Heptacosane 380 C27H56 000593-49-7 78
5 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 72

Abundance Scan 715 (10.259 min): BF086474.D (-711) (-) m/z 57.10 100.00%
57.1
5000
bl 991 vian "10/00 1020 1040 1060
ol ST 5 0 e — m/z 43.10 85.80%
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57.0
5000 RN SUGLRR BN BN SR
10,00 1020 10.40 10.60
m/z 71.10 45 .57%
o 27.0 ‘ | ‘990‘ 1410 183.0 226.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
10,00 10.20 10.40 10.60
5000 m/z 41.05 40.62%
o 2n0 99.0 1410 1840
m/z--> 50 100 150 200 250 300 350 '
Abundance #152929: Silane, trichlorooctadecyl- B A s e
57.0 10.00 10.20 10.40 10.60
m/z 85.10 27.01%
5000
99.0
0zw‘“JAIPW1BM%OMMWM3EM%O%W
m/z--> 50 100 150 200 250 300 350 ' 10,00 1020 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086474.D

Aca On : 28 Apr 2016 20:27

Operator : UM/SJ

Sample : H2654-03

Misc :

ALS Vial : 11 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 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.74 3.93 ng 254308 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 757 (10.739 min): BF086474.D (-754) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00

155.2 184.1

o m/z 43.10 74 .96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544; Tridecane
57.0
5000 LI L L L L LB LB L B}
85.0 10.40 10.60 10.80 11.00
29.0 m/z 71.10 54 _.29%
0 \‘ ‘\ ‘ | 113 0 141.0 184.0
T R e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R R o e A RmEE
10.40 10.60 10.80 11.00
5000 m/z 85.10 35.08%
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 #64571: Pentadecane L
57.0 10.40 10.60 10.80 11.00
m/z 41.10 33.57%
5000 85.0
29.0
“'v“'v“'v“'v“'v“'v“'v“"“"“"“"“"“'v“'v' R R I REEmERmEes )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF086474.D

Aca On : 28 Apr 2016 20:27

Operator : UM/SJ

Sample : H2654-03

Misc :

ALS Vial : 11 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 Hexadecanoic acid, 1,1-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.72 7.50 ng 388139 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 76
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 53
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 46
4 Cvclopentanone. 2.2-dimethvl- 112 C7H120 004541-32-6 43
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 43
Abundance Scan 930 (12.716 min): BF086474.D (-928) (-) m/z 56.10 100.00%
56.1
5000 \NLJA
831 1291 257.3 1240 12.60 12.80 13.00
213.2
Y — | ”..,-I:h..'.h'...-:-,....,.1.?7,3.1.8?.3 b | M/Z 57.10  54.49%
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 M
T Mﬁﬂﬂ_,hwﬁj
5000 AR ARSUARRE
29.0 nmnmnmmm
630 129 m/z 43.10 46 .14%
0 “ h “‘ \‘H\ H\ Lo 157.0 1850 2130 ] 21 0281 0 312.0
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360 '
Abundance
56.0
1240 12.60 12.80 13.00
5000 m/z 41.10 43.88%
280 257.0
129.0 .
. 83.0 157.0 185.0 213.0 283.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans- T T T T T T T
56.0 12.40 12.60 12.80 13.00
m/z 55.05 32.06%
5000
30.0 100.0 129.0
0”"\”'”'\ |‘|I||‘||||‘|||||||||||||||||||||||||||||||||||||||||||| — T T T T
m/z--> 25 45 eb 80 160 150 140 160 180 260 250 240 2éo 2éo 360 ' 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 : BF086474.D

Aca On : 28 Apr 2016 20:27

Operator : UM/SJ

Sample : H2654-03

Misc :

ALS Vial : 11 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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.43 4.07 ng 210667 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 n-Butvl mvristate 284 C18H3602 000110-36-1 78
3 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 43
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 35
Abundance Scan 992 (13.425 min): BF086474.D (-990) (-) m/z 56.10 100.00%
56.1

5000

J%

285.3
157 2 185.2 241.2 340.4 13.20 13.40 13.60 13.80

o} m/z 57.10 60.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000 LA I L L L L L L L
13 20 13. 40 13. 60 13. 80
29.0 o 1200 2850 m/z 43.10 46.65%
0 Ll h Dbt o 25701950 21302410 | | 11,0 3400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0
L o R
13.20 13.40 13.60 13.80
m/z 41.10 39.91%
5000 229.0
129.0
185.0 284.0
0 B30 157.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #17592: Urea, N,N-di-2-propenyl- R EE B AR RS
56.0 13.20 13.40 13.60 13.80

m/z 55.10 32.13%

5000

w
o
o

m‘ ‘ Il 85041101400

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 20 13. 40 13. 60 13. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086474.D

Aca On : 28 Apr 2016 20:27

Operator : UM/SJ

Sample : H2654-03

Misc :

ALS Vial : 11 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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.79 7.47 ng 386440 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
2 l17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 1024 (13.791 min): BF086474.D (-1021) (-) m/z 57.10 100.00%
1.1
2000 JU\_//\‘
LA AR AR DAL B
30.1 13.40 13.60 13.80 14.00 14.20
0 1821 2301 2811 m/z 43.10 97.07%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0
5000 AR B IR SRR B
1340 13.60 13.80 14.00 14.20
m/z 55.10 72.24%
0 .“.‘.l““ H ‘\ \& \\0\|1:8|20 238?2.8.3.0|....|....|....|....|
m/z--> 50 150 200 250 300 350 400 450
Abundance
43.0
13.40 13.60 13.80 14.00 14.20
5000 83.0 m/z 41.10 53.49%
. 1250 167.0 2100  267.0 307.0 490.0 M
L SRR UL UALELELN WAL UL UARLALELA SN WAL UL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester L e e e e
57.0 13.40 13.60 13.80 14.00 14.20
m/z 83.10 52.20%
97.0
5000
169.0  238.0
m/z--> 50 100 150 200 250 300 350 400 450 1340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086474.D

Aca On : 28 Apr 2016 20:27

Operator : UM/SJ

Sample : H2654-03

Misc :

ALS Vial : 11 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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.69 9.23 ng 320921 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 83
2 7-Nonenamide 155 C9H17NO 090949-53-4 68
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 64
5 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 59

Abundance Scan 1103 (14.694 min): BF086474.D (-1100) (-) m/z 59.05 100.00%

5d.0

5000

—

83.1 T e o SRR R T

155.1
114.1 180.1 207.1 263.2 294.2 3204 14.40 14.60 14.80 15.00

(o m/z 72.10 62.58%
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 LI L L L L L L L L
14.40 14.60 14.80 15.00
m/z 55.10 55.13%
b 20 R0 000 1t0 a0 z0 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
R R e
14.40 14.60 14.80 15.00
5000 m/z 43.10 38.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #91513: Hexadecanamide Al B R
59.0 14.40 14.60 14.80 15.00
m/z 41.10 38.56%
0 290 | |86.0 1140 1420 1700 2120  255.0
T e e e e e e e e e e R R 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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086474.D

Aca On : 28 Apr 2016 20:27

Operator : UM/SJ

Sample : H2654-03

Misc :

ALS Vial : 11 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 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.24 3.83 ng 133143 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
Abundance Scan 1238 (16.237 min): BF086474.D (-1235) (-) m/z 57.10 100.00%
57.1
5000 ]\A»vawa_A_w/\\,ﬂ_\,“,aﬁﬁ,p
9.1 16106 16,20 16140 16160
141.1175.1 253.1 : : : .
obd bl g 2H SR 2000 2880 “m/z 43.10  66.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000 R SRR BN BURRN SUMS
16.00 16.20 16.40 16.60
m/z 71.10 53.97%
99.0 239.0
oL b iyl |y 1410 1830 7 2810 3230
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57.0
" 16.00 16.20 16.40 16.60
5000 m/z 85.05 37 .55%
99.0
o 141.0 183.0 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #155178: Octacosane N BEa TS e S
57.0 16.00 16.20 16.40 16.60
m/z 55.10 20.76%
5000 )\/\’\/\'V”\/\‘\/\/\WJ\
99.0
o250 | |1y 1410 183.0 2250 2810 337.0  394.0
m/z--> 50 100 150 200 250 300 350 400 ' 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086474.D

Aca On : 28 Apr 2016 20:27

Operator : UM/SJ

Sample : H2654-03

Misc :

ALS Vial : 11 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

Pentadecane, 8-heptyl-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.79 2.49 ng 86570 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Tridecane, l1-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 1286 (16.785 min): BF086474.D (-1283) (-) m/z 57.10 100.00%
57.1
9.1 16.40 16.60 16.80 17.00 17.20
155 2 221.1 . . . : .
O P e N - S [ ety 2 M T B W00
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 R SRR SRR SR B
1640 1660 16.80 17.00 17.20
m/z 71.10 55.90%
0 210.0
0 ‘\ Ly M101700 "7 "239.0 309.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
16.40 16.60 16.80 17.00 17.20
5000 m/z 85.10 38.73%
99.0
o 27.0 141.0 183.0 225.0 267.0 309.0 351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane B A
57.0 16.40 16.60 16.80 17.00 17.20
m/z 55.10 19.86%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
m/z--> 50 100 150 200 250 300 350 1640 16.60 16.80 17.00 17.20

8270-BF042716.M Fri Apr 29 13:19:05 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086474.D

Aca On : 28 Apr 2016 20:27

Operator : UM/SJ

Sample : H2654-03

Misc :

ALS Vial : 11 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 12 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.43 3.32 ng 115562 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 1342 (17.426 min): BF086474.D (-1338) (-) m/z 57.10 100.00%
57.1
5000 h¢w/\¢-wv_,J\Lm_a_ﬂ,\~d,x
99.2 R SURIURN DAL U S
l l l | 141.2 203.2 2811 17.20 17.40 17.60 17.80
ol iy e 8L m/z 43.10 54.93%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57.0
5000 LR UL SRR SULLLE B
ﬂ%ﬂ%ﬂmﬂ%
99.0 m/z 71.10 53.91%
m/z--> 50 100 1éo 200 250 360 3éo
Abundance
57.0
17,20 17.40 17.60 17.80
5000 m/z 85.10 41 .79%
99.0
o 27.0 141.0 183.0 2250 267.0 309.0 351.0380.0
m/z--> 55 160 150 200 250 360 3éo
Abundance #147090: Hexacosane R ARE mam T e S
57.0 17.20 17.40 17.60 17.80
m/z 55.10 22.28%
5000
70| | | | x\ 1410 1830 2250 267.0 309.0  366.0
m/z--> 5'0 100 150 2(')0 250 3(')0 3éo 17'20 17. 40 17. 60 17. 80

8270-BF042716.M Fri Apr 29 13:19:06 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086474.D

Aca On : 28 Apr 2016 20:27

Operator : UM/SJ

Sample : H2654-03

Misc :

ALS Vial : 11 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 13 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.18 2.73 ng 94926 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 1408 (18.180 min): BF086474.D (-1404) (-) m/z 57.05 100.00%
57.0
5000 85.1 VANNMW,AW_//\\WWNJM,_wAA
1131 550 17,80 18.00 18.20 18140
ol AL P eer 8L T 00 60,450
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane
57.0
5000 85.0 LR U DA UL BN B

17.80 18.00 18.20 18.40
m/z 43.10 53.63%

113.0
o220 | [T 10169.0  211.0239.0267.0 295.0323.0 352.0
el b e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R e R e
17.80 18.00 18.20 18.40
5000 85.0 m/z 85.10 41.76%
113.0
0 141.0169.0 197.0 239.0 267.0294.0 323.0 352.0 MLV
—— e e e
m/z--> 50 100 150 200 250 300 350
Abundance #136479: Tetracosane R REmEE e
57.0 17.80 18.00 18.20 18.40
m/z 55.10 20.60%
5000 85.0
29.0 113.0
ow‘LunJ‘fﬂ%@MW”%M%MmmwM%O
B A I B e e LA e o B R e R
m/z--> 50 100 150 200 250 300 350 17. 80 18 00 18 20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086474.D

Aca On : 28 Apr 2016 20:27

Operator : UM/SJ

Sample : H2654-03

Misc :

ALS Vial : 11 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 14 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.08 2.31 ng 80312 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 68
2 Nonacosane 408 C29H60 000630-03-5 64
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 59
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 53
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 50
Abundance Scan 1487 (19.083 min): BF086474.D (-1484) (-) m/z 57.10 100.00%
51.1
5000
By o 18180 1900 1930 1040
ol b L oy 2!\ m/z 71.10 61.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107651: Eicosane
57.0
5000 R UM SN BN B
18.80 19.00 19.20 19.40
m/z 43.05 60.29%
L1 | [P0 1410 1830 2250 2820
m/z--> 55 160 1éo 260 2%0 360 3éo 460
Abundance
57.0
'18.80 19.00 19.20 19.40
5000 m/z 85.10 43 .35%
99.0
0l27.0 141.0 183.0 2250 267.0 309.0 351.0  408.0
m/z--> 55 160 1éo 260 2%0 300 3éo 460
Abundance #107669: Hexadecane, 2,6,10,14-tetramethyl- B R S
57.0 18.80 19.00 19.20 19.40
m/z 55.10 20.48%
5000
‘ 113.0 169.0
o249 .J-J-‘-‘-J. J,n, polapuo 70 R —
m/z--> 50 100 150 200 250 300 350 400 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042816\
Data File : BF086474.D

Acq On : 28 Apr 2016 20:27

Operator : UM/SJ

Sample : H2654-03

Misc :

ALS Vial : 11 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]
unknown6 .56 6.56 78.8 ng 3782690 1 6.78 960154 20.0
Hexadecane 10.26 2.4 ng 167761 3 9.82 1423170 20.0
Tridecane 10.74 3.9 ng 254308 4 11.31 1294770 20.0
Hexadecanoic acid... 12.72 7.5 ng 388139 5 13.94 1035260 20.0
Octadecanoic acid... 13.43 4.1 ng 210667 5 13.94 1035260 20.0
Pentafluoropropio... 13.79 7.5 ng 386440 5 13.94 1035260 20.0
9-Octadecenamide, ... 14.69 9.2 ng 320921 6 15.33 695471 20.0
Heptadecane, 9-oc... 16.24 3.8 ng 133143 6 15.33 695471 20.0
Pentadecane, 8-he... 16.79 2.5 ng 86570 6 15.33 695471 20.0
Heneicosane 17.43 3.3 ng 115562 6 15.33 695471 20.0
Pentacosane 18.18 2.7 ng 94926 6 15.33 695471 20.0
Eicosane 19.08 2.3 ng 80312 6 15.33 695471 20.0
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