LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086699.D

Aca On : 5 May 2016 1:53

Operator : UM/SJ

Sample : H2715-17

Misc :

ALS Vial : 21 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-BF050416.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.990 77 79 90 rBv 19024 89606 2.15% 0.272%
2 4.201 182 185 194 rBvV 215984 325566 7.81% 0.990%
3 4.887 242 245 248 rBVY 1184122 1642909 39.43% 4 .995%
4 5.333 281 284 286 rBVY 1963675 2470079 59.29% 7.510%
5 6.384 373 376 378 rBVY 3613105 4166348 100.00% 12.667%
6 6.510 384 387 389 rBVY 2650651 3371905 80.93% 10.252%
7 6.579 392 393 395 rVB 67989 50905 1.22% 0.155%
8 6.670 399 401 405 rVB 89169 93795 2.25% 0.285%
9 6.739 405 407 409 rBV 1091073 973825 23.37% 2.961%
10 6.899 418 421 423 rBV 2452901 2977663 71.47% 9.053%

11 7.310 454 457 459 rBV 1851259 2441893 58.61% 7.424%
12 8.019 517 519 522 rBV 757501 1092607 26.22% 3.322%
13 9.105 611 614 616 rBVY 3962381 3607456 86.59% 10.968%
14 9.493 646 648 651 rBvY 293713 332308 7.98% 1.010%
15 9.722 663 668 670 rBvV 83097 96810 2.32% 0.294%

16 9.779 670 673 675 rBvV 913865 995787 23.90% 3.028%
17 10.213 710 711 713 rVB 143148 128148 3.08% 0.390%
18 10.431 727 730 734 rBV2 61842 140529 3.37% 0.427%
19 10.556 739 741 744 rBV2 389439 441927 10.61% 1.344%
20 10.613 744 746 748 rVvV 90387 121951 2.93% 0.371%

21 10.693 751 753 757 rVB 117430 202577 4._86% 0.616%

22 11.139 790 792 793 rBV 66726 68719 1.65% 0.209%
23 11.253 800 802 807 rBvV 877645 899598 21.59% 2.735%
24 11.322 807 808 814 rvB2 29296 46099 1.11% 0.140%

25 12.465 905 908 910 rBV 150574 157835 3.79% 0.480%

26 12.694 924 928 929 rBV 122629 184091 4.42% 0.560%
27 12.842 938 941 943 rBV 2881049 2702720 64.87% 8.217%
28 13.082 958 962 964 rBV 55992 67195 1.61% 0.204%
29 13.425 989 992 993 rBV2 52917 66138 1.59% 0.201%
30 13.745 1018 1020 1025 rBV2 148409 198474 4._76% 0.603%

31 13.882 1029 1032 1039 rBV 826176 1148464 27.57% 3.492%
32 14.065 1046 1048 1050 rBV 48308 56302 1.35% 0.171%
33 14.374 1073 1075 1077 rBV2 42538 64522 1.55% 0.196%
34 14.648 1096 1099 1103 rBV2 141295 264546 6.35% 0.804%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086699.D

Aca On : 5 May 2016 1:53

Operator : UM/SJ

Sample : H2715-17

Misc :

ALS Vial : 21 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-BF050416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.888 1118 1120 1124 rBV 85644 159905 3.84% 0.486%
36 15.162 1142 1144 1147 rVV 45426 61560 1.48% 0.187%
37 15.220 1147 1149 1151 rVV 51960 81399 1.95% 0.247%

38 15.277 1151 1154 1162 rVB 515657 718807 17.25% 2.185%
39 16.637 1270 1273 1276 rVB 100363 179204 4_30% 0.545%

Sum of corrected areas: 32890172
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086699.D

Aca On : 5 May 2016 1:53

Operator : UM/SJ

Sample : H2715-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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: BF086699.D

6.38
3500000

3000000
6.51

2500000 6.90

2000000 5.33 731
1500000
4.89 6.74
1000000

500000
4.20

2.99

A e S e

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: BF086699.D
9|10

3500000
3000000 12.84
2500000
2000000
1500000
1000000 11.25

9.78
8.02
500000 9 10.56 j@k 13
10.21 6169 12.4712.69 13.43
o | 9. <110, 1114 32 s 13.08

9.4
T 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: BF086699.D

3500000
3000000
2500000
2000000
1500000

1000000] 13.88
15.28

500000 14.65
14.07 14.37 14.89 193402 16.64

e

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\BF050416\
Data File : BF086699.D

Aca On : 5 May 2016 1:53

Operator : UM/SJ

Sample : H2715-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 3-Penten-2-one, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.20 13.37 ng 325566 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3.4-Dimethvl-2-pentene(c.t) 98 C7H14 1000118-16-5 86
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 80
4 3-Hexen-2-one 98 C6H100 000763-93-9 80
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 72
Abundance Scan 185 (4.201 min): BF086699.D (-182) (-) m/z 55.10 100.00%

581 83.1
5000 43.0
98.1

| 67.0 380 400 420 440 460
0...,”..,”..,”..,”..P”!.,”..,”.u,d..,”..,”.. m/z 83.10 83.16%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3185: 3- Penten 2-one, 4-methyl- j\\
55.0 83.0
5000 43.0 IRESENSEBANSEBE RSN

29.0 98.0 380 4.00 4.20 4.40 4.60
m/z 43.05 48.04%

“ ‘\\ M‘ 670750 |
0...,....,....,....,....,....,....,....,....,....,....
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
55.0

83.0 3.80 4.00 4.20 4.40 4.60
5000 41.0 m/z 39.05 33.79%
27.0 98.0
15.0 69.0
o} SRS F S 1471 NSRS ¥ SN AR MM R

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- T T
55.0 83.0 380 400 420 440 460

m/z 98.10 27 .14%

41.0
5000 270 8.0
15.0 ‘ 69.0
0 ‘ ! ‘ 1 1 ‘ ‘ | ‘ !

m/z--> 10 20 30 40 50 60 70 80 90 100 3. 80 4.00 4. 20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086699.D

Aca On : 5 May 2016 1:53

Operator : UM/SJ

Sample : H2715-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 3

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

4.89 67.48 ng 1642910 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 245 (4.887 min): BF086699.D (-242) (-) m/z 43.05 100.00%
43.0
5000 59.1
101.1 IR 480 00 ES0
4.60 4.80 5.00 5.20
Ol b 601 831 | h77 59.10  48.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L
59.0 460 480 500 5.20
m/z 58.05 13.61%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 4.80 500 520
5000 m/z 101.10 12.58%
58.0
. 150 579 72.0 100.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e e
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.33%
5000
101.0
o 150 om0 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086699.D

Aca On : 5 May 2016 1:53

Operator : UM/SJ

Sample : H2715-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.51 Concentration Rank 1

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

6.51 138.50 ng 3371910 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 387 (6.510 min): BF086699.D (-384) (-) m/z 132.10 100.00%
13p.1
5000
68.1
01 541 9%.1 "5k ok E'eb"é'sb""
0 BYA T2 S T =20 R | — m/z 68.10 38.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.87%
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 26.22%
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-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.77%
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\BF050416\
Data File : BF086699.D

Aca On : 5 May 2016 1:53

Operator : UM/SJ

Sample : H2715-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 10
R.T. EstConc Area Relative to ISTD R.T.
10.21 5.15 ng 128148 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 86
3 Tetradecane 198 C14H30 000629-59-4 64
4 Heptadecane. 2.6-dimethyl- 268 C19H40 054105-67-8 64
5 Pentadecane 212 C15H32 000629-62-9 53
Abundance Scan 711 (10.213 min): BF086699.D (-710) (-) m/z 57.10 100.00%
5%.1
5000
85.1
39 113.2 9.80 10.00 10.20 10.40 10.60
0 m/z 43.10 82.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 UV SR B R N
85.0 980 10. 00 10. 20 10. 40 10 60
29.0 : m/z 71.10 46 .94%
0 ! “ [l ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 85 160 150 140 1éo 180 260 250
Abundance
57.0
9.80 10.00 10.20 1040 10.60
5000 m/z 41.05 39.72%
85.0
29.0
o 113.0 141 0 184 0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance #55008: Tetradecane L B R
57.0 9.80 10.00 10.20 10.40 10.60
m/z 85.10 30.02%
5000 85.0
29.0
. | I | 1130 1410 1690 198.0
m/z--> ' ' éo 50 160 150 140 160 180 260 250 980 1000 10.20 1040 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086699.D

Aca On : 5 May 2016 1:53

Operator : UM/SJ

Sample : H2715-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.43 5.64 ng 140529 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 52
2 Eicosane 282 C20H42 000112-95-8 52
3 Dodecane 170 C12H26 000112-40-3 52
4 Hexadecane 226 C16H34 000544-76-3 49
5 Tetracosane 338 C24H50 000646-31-1 49

Abundance Scan 730 (10.431 min): BF086699.D (-727) (-) m/z 57.10 100.00%
5%.1
5000

85.1

106.1 171.0 10.20 10.40 10.60 10.80

136.9

0 m/z 43.05 58.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57.0
5000 LA I B L LB L Y B

10.20 10.40 10.60 10.80
85.0 m/z 71.10 41.74%

29.0
o i1 ‘ \1130‘1440 1830 211.0 239.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T
10.20 10.40 10.60 10.80
5000 m/z 41.10 29.89%
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 #36159: Dodecane e E e R
57.0 10.20 10.40 10.60 10.80
m/z 85.10 24 .25%
5000
85.0
29.0
ol ‘ I 1120 1410 170.0
oLl e e e e e e N e LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086699.D

Aca On : 5 May 2016 1:53

Operator : UM/SJ

Sample : H2715-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.69 9.01 ng 202577 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
Abundance Scan 753 (10.693 min): BF086699.D (-751) (-) m/z 57.10 100.00%
57.1
5000
85.0

10.40 10.60 10.80 11.00

Obprrrefhrlr b e ke e et bt e e || M7z 43.10 0 73..80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57.0
5000 LA L L L L L L LB
85.0 10 40 10 60 10. 80 11. 00
29.0 m/z 71.10 56.01%
Olrrd L H\ll? 0141.0 169.0 282.0
T T A T e [ I e [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
R L RS S SR
10.40 10.60 10.80 11.00
5000 m/z 41.10 35.76%
85.0
29.0

113.0 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64575: Pentadecane i B R B
57.0 10.40 10.60 10.80 11.00
m/z 85.05 35.44%
5000 85.0
29.0
okl Ll 4113014101690 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086699.D

Aca On : 5 May 2016 1:53

Operator : UM/SJ

Sample : H2715-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Trifluoroacetic acid, n-oct... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.75 6.91 ng 198474 Chrysene-di12 13.88

Hit# of 5 Tentative ID

MW  MolForm

1 Trifluoroacetic acid. n-octadecy...
2 17-Pentatriacontene

3 Pentafluoropropionic acid. hepta...
4 Heptafluorobutvric acid. n-octad...
5 Heptafluorobutanoic acid, heptad...

366 C20H37F302
491 C35H70

402 C20H35F502
466 C22H37F702
452 C21H35F702

079392-43-1 94
006971-40-0 91
1000283-04-2 91
000400-57-7 91
1000282-97-3 90

Abundance Scan 1020 (13.745 min): BF086699.D (-1018) (-) m/z 43.10 100.00%
43.

5000

ES

25.2 13.40 13.60 13.80 14.00

190.1230.2 2811

0 m/z 57.10 95.27%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
5000 30 LA L L L L L L L L

13.40 13.60 13.80 14.00

m/z 55.10 70.33%

Obrri

L1227 1680 210, 2620
i ML e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
B B s e e o e e
13.40 13.60 13.80 14.00
5000 83.0 m/z 41.10 53.32%
) 1250 167.0 2100 267.0307.0 490.0 W
L L B o B B L LA e oo
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester B e e o e S EEEmEE
57.0 13.40 13.60 13.80 14.00
0
970 m/z 83.10 50.26%
- _J\Jﬂk
ol J ‘ 13201820 2380 830
”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”., B B i e o e e
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086699.D

Aca On : 5 May 2016 1:53

Operator : UM/SJ

Sample : H2715-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 13-Docosenamide, (Z2)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.65 14.72 ng 264546 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 91
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 86
3 Tetradecanamide 227 C14H29NO 000638-58-4 78
4 Hexadecanamide 255 C16H33NO 000629-54-9 53
5 2-Methyl-tridecane-2,12-diol 230 C14H3002 1000187-03-5 47

Abundance Scan 1099 (14.648 min): BF086699.D (-1096) (-) m/z 59.05 100.00%
5d.0
5000
HI 170125015000 1 6y 200 5500 "0 1460 1450 1500
ob———lld TUIORI L S S Bt i m/z 72.10 66.58%
m/z--> 50 100 150 200 250 300
Abundance #135944: 13-Docosenamide, (2)-
59.0
5000 LR UL SULRR UL R
137.0 14.40 14.60 14.80 15.00
m/z 55.10 59.14%
N \M \‘u Hw I M\‘ | 16501930 240026702040 %70
m/z--> 50 100 150 200 250 300
Abundance
59.0
1440 14.60 14.80 15.00
5000 m/z 43.10 42.83%
o 23.0 86.0 114.01400 184.0 220.0 253.0°0-°
m/z--> 50 100 150 200 250 300 '
Abundance #74439: Tetradecanamide R AR RRRES T
59.0 14.40 14.60 14.80 15.00
m/z 41.10 42 .24%
5000
97.0 128.0 227.0
OIIZ‘Q\IO‘IHIHI \I\IA.‘IJ\I lwllx\l |156|.0|18|‘4.|0||||| — R A BEREE maE e L
m/z--> 50 100 150 200 250 300 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086699.D

Aca On : 5 May 2016 1:53

Operator : UM/SJ

Sample : H2715-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 unknownl6.64 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.64 9.97 ng 179204 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestane-3.6-diol. (3.beta..5.... 404 C27H4802 041083-77-6 38
2 4H-1-Benzopvran-2-carboxvlic aci... 249 C12H11NO5 030192-11-1 27
1-I3-Fluoro-4-T4-(toluene-4-sulf... 404 C21H25FN203S 333751-65-8 22
4 4H-1-Benzopvran-2-carboxvlic aci... 249 C12H11NO5 030192-51-9 22
5 7H-Benzo(c)phenothiazine 249 C16H11NS 000226-06-2 22
Abundance Scan 1273 (16.637 min): BF086699.D (-1270) (-) m/z 43.10 100.00%
43.1 249.2
95.1
5000 181.2 515 5
351 4044 IIII|IIII|IIII|IIII|III
291.3 3432 16.40 16.60 16.80 17.00
0 m/z 249.15 97 .72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #157464: Cholestane-3,6-diol, (3.beta.,5.alpha.,6.alpha.,1...
58.0
107.0
215.0
5000 404.0 LI L UL S SR
165.0 16,40 16.60 16.80 17.00
m/z 55.10 72.18%
LAY R .
0--‘]‘ H m H\H h‘m\hm\ \\ |‘..‘..|‘....|..“.H.|‘..
m/z--> 50 250 300 350 400
Abundance
249.0
" 16.40 16.60 16.80 17.00
5000 m/z 95.10 55.58%
120.0151.0 193.0
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #157314: 1-[3-Fluoro-4-[4-(toluene-4-sulfonyl)-piperazin-1... AN EEa TS e S
249.0 16.40 16.60 16.80 17.00
m/z 81.10 55.21%
56.0
5000
oL0 404.0
ol L [ 100 2080 | o780 361.0
m/z--> 50 100 150 200 250 300 350 400 16,40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050416\
Data File : BF086699.D

Acq On : 5 May 2016 1:53

Operator : UM/SJ

Sample : H2715-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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]
3-Penten-2-one, 4... 4.20 13.4 ng 325566 1 6.74 973825 40.0
2-Pentanone, 4-hy... 4.89 67.5 ng 1642910 1 6.74 973825 40.0
unknown6 .51 6.51 138.5 ng 3371910 1 6.74 973825 40.0
Hexadecane 10.21 5.2 ng 128148 3 9.78 995787 40.0
Pentadecane, 2,6,... 10.43 5.6 ng 140529 3 9.78 995787 40.0
Eicosane 10.69 9.0 ng 202577 4 11.25 899598 40.0
Trifluoroacetic a... 13.75 6.9 ng 198474 5 13.88 1148460 40.0
13-Docosenamide, ... 14.65 14.7 ng 264546 6 15.28 718807 40.0
unknownl16 .64 16.64 10.0 ng 179204 6 15.28 718807 40.0
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