LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085413.D

Acq On : 12 Mar 2016 11:44

Operator : UM/SJ

Sample - H1731-16

Misc :

ALS Vial : 39 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 height area % max. total
1 5.144 248 250 258 rVB 214451 314223 6.97% 0.912%
2 5.544 282 285 287 rBV 3590827 3888485 86.25% 11.283%
3 6.573 371 375 377 rBvV 3350278 4508489 100.00% 13.082%
4 6.710 384 387 389 rBV 3421554 4442519 98.54% 12.891%
5 6.939 404 407 409 rBVY 972323 968023 21.47% 2.809%
6 7.099 418 421 423 rBV 2663529 3357468 74.47% 9.742%
7 7.499 453 456 459 rBV 2191516 2609004 57.87% 7.571%
8 8.219 517 519 522 rBV 1246981 1162464 25.78% 3.373%
9 9.305 611 614 616 rBvV 3928526 4152800 92.11% 12.050%
10 9.693 646 648 650 rBY 804518 672230 14.91% 1.951%
11 9.910 664 667 669 rvB 105205 90181 2.00% 0.262%

12 9.979 671 673 675 rVB 1146144 970109 21.52% 2.815%
13 10.413 707 711 712 rBV 87383 121487 2.69% 0.353%
14 10.630 727 730 731 rBV 41634 56339 1.25% 0.163%
15 10.768 739 742 745 rBV 1981597 1883262 41.77% 5.465%

16 10.882 750 752 759 rvVB 150240 174305 3.87% 0.506%
17 11.328 789 791 793 rBV 55364 50364 1.12% 0.146%
18 11.465 801 803 805 rBvV 819094 687421 15.25% 1.995%
19 11.991 845 849 851 rBvV 95963 101959 2.26% 0.296%
20 12.779 916 918 924 rBV 24140 47437 1.05% 0.138%

21 12.871 924 926 928 rBV 61906 53049 1.18% 0.154%
22 13.054 939 942 944 rBV 2389567 2159704 47.90% 6.267%
23 13.945 1018 1020 1027 rBV 462560 497351 11.03% 1.443%
24 14.105 1031 1034 1036 rBV 713097 619865 13.75% 1.799%

25 14.574 1073 1075 1081 rBV 36165 74804 1.66% 0.217%
26 15.568 1159 1162 1165 rBV 359939 499600 11.08% 1.450%
27 16.082 1205 1207 1212 rBV 46668 94250 2.09% 0.273%
28 16.300 1221 1226 1232 rVB6 14387 51960 1.15% 0.151%
29 17.625 1339 1342 1345 rBV4 26080 59242 1.31% 0.172%
30 17.831 1357 1360 1366 rVB3 16829 48300 1.07% 0.140%
31 18.654 1429 1432 1439 rVB5 14527 45968 1.02% 0.133%
Sum of corrected areas: 34462662
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085413.D

Acq On : 12 Mar 2016 11:44

Operator : UM/SJ

Sample - H1731-16

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085413.D

5.54
3500000 6.5P.71

3000000
7.10

2500000
7.50

2000000

1500000

1000000 6.94

500000

5.14

Tt Il

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: BF085413.D

3500000
3000000
2500000 13.05
2000000 10.77
1500000 o, 0.08
1000000 9.69 11.46

500000

) 1(2\.4110,64 BL% 11.33 11.99 12.1@_537h

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085413.D

3500000
3000000
2500000
2000000
1500000

1000000
14.11

13.95

500000 15.57

14,57 /L 16.0816.30 17.6317.83 18.65

0 e e T T T e T T T

o
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\BF031116\
Data File : BF085413.D

Acq On : 12 Mar 2016 11:44

Operator : UM/SJ

Sample - H1731-16

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

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

5.14 6.49 ng 314223 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 250 (5.144 min): BF085413.D (-248) (-) m/z 43.05 100.00%
a3
59
5000
101 IBESRAE AR SRS R
51 | 83 | 480 5.00 5.20 5.40
Obrrrprrrr el e e m/z 59.10 58.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IS SRAE SRR SRS R
4.80 500 5.20 5.40
59 101 m/z 101.10 21.27%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 16.81%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime Pt
43 4.80 500 5.20 5.40
m/z 41.10 9.17%
5000
101
15 31 | 50°8 69 86
s A AR LA AR AN RN RRARA RARLA RRAAS SRR LAAS) SARAS LRI ARRY L I L R IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085413.D

Acq On : 12 Mar 2016 11:44

Operator : UM/SJ

Sample - H1731-16

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.71 Concentration Rank 1

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

6.71 91.79 ng 4442520 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 387 (6.710 min): BF085413.D (-384) (-) m/z 132.10 100.00%
132
5000
68
% 640 6.60 6.80 7.00
40 54 : : : :
N A :|-.|.7.7, g7 Lwsus o n/z 68.10 34.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 I RARSE SR L LA
6.40 6.60 6.80 7.00
31 51 78 m/z 134.10 33.81%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.0 660 6.80 7.00
5000 67 m/z 66.10 21.43%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl Em e e R
57 132 6.40 6.60 6.80 7.00
24 m/z 96.10 14.98%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, R | N
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085413.D

Acq On : 12 Mar 2016 11:44

Operator : UM/SJ

Sample - H1731-16

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.41 2.50 ng 121487 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 86
Abundance Scan 711 (10.413 min): BF085413.D (-707) (-) m/z 57.10 100.00%
57
71
43
5000
99 VAR NN NN SR SN
113 127 111 10.00 10.20 10.40 10.60 10.80
o 13 169 m/z 71.10  73.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64575: Pentadecane
57
43
71
10.00 10.20 10.40 10.60 10.80
m/z 43.10 64 .57%
29 99
ol “ e o 127141155 16 183 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance
57
43 VRIS BN BN B
71 10.00 10.20 10.40 10.60 10.80
5000 g5 m/z 85.10 54 _.93%
o 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance #55008: Tetradecane
57 10.00 10.20 10.40 10.60 10.80
43 m/z 41.10 30.11%
71
5000 85
29
oL 15 J | %9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 1000 1020 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085413.D

Acq On : 12 Mar 2016 11:44

Operator : UM/SJ

Sample - H1731-16

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.88 5.07 ng 174305 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 90
Abundance Scan 752 (10.882 min): BF085413.D (-750) (-) m/z 57.10 100.00%
57
5000 8
4
113 10.60 10.80 11.00 11.20
o ol m/z 71.10 72.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85
5000 R RN U UL S
4 10.60 10.80 11.00 11.20
m/z 43.10 65.66%
0 LI “ 1%3 L 41 169 197212 240
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
57
o 10,60 10.80 11.00 11.20
5000 m/z 85.10 50.13%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55008: Tetradecane R AR,
57 10.60 10.80 11.00 11.20
m/z 41.10 30.10%
5000 85
4
o2 | || M3 11 ey 108
m/z--> 20 Jo éo éo 100 120 140 160 180 200 220 240 260 280 300 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085413.D

Acq On : 12 Mar 2016 11:44

Operator : UM/SJ

Sample - H1731-16

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.99 2.97 ng 101959 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 _.alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 47
5 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 18
Abundance Scan 849 (11.991 min): BF085413.D (-845) (-) m/z 73.10 100.00%
73
43 ©0
5000 129
213 N
143157171185 199 | 57 256 11/60 11.80 12,00 12.20 12.40
o} m/z 60.10 75.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .4 A
5000 SRR RSN
umnmnmnmnm
m/z 43.10 71.02%
. Il ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 1&0 1éo 180 200 220 240 260
Abundance
43 60 73
11/60 11.80 12,00 12.20 12.40
5000{ g 129 m/z 57.10 62.11%
87 242
143 199
115 185
101 157 171 213
O R R S i T AR AR e
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid A A B B B
60 73 11.60 11.80 12.00 12.20 12.40
43 m/z 55.05 57.57%
5000 129
; 185 228
01115 143 127171
ob \‘ M ) ‘ ‘ I, T* ettt .‘..1.9??.1? Vo]
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20 12. 40

8270-BF030316.M Mon Mar 14 09:53:15 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085413.D

Acq On : 12 Mar 2016 11:44

Operator : UM/SJ

Sample - H1731-16

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.95 16.05 ng 497351 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 94
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
4 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1020 (13.945 min): BF085413.D (-1018) (-) m/z 83.10 100.00%
7
5000 1
3 139 13.60 13.80 14.00 14.20
I | | | a797 196 230 280 | m/z 97.10 92.58%
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43 o7
69
5000 LU AL SRS
13.60 13.80 14.00 14.20
125 m/z 57.10 90.52%
o2y ] \H } | \‘ (154 182 210 238 266
m/z--> 50 60 150 200 250 300 350
Abundance
57 83
13.60 13.80 14.00 14.20
5000 111 m/z 55.10 84 .92%
29
. 139 168 194 224 250 297 360
m/z--> 50 100 150 200 250 300 350
Abundance #146886 Dichloroacetic acid, heptadecy! ester R e
57 13.60 13.80 14.00 14.20
m/z 69.10 79.68%
5000
29
oLl h 1139 168 101210 238 266 205
m/z--> 5'0 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF030316.M Mon Mar 14 09:53:16 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085413.D

Acq On : 12 Mar 2016 11:44

Operator : UM/SJ

Sample - H1731-16

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonahexacontanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.41 ng 74804 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonahexacontanoic acid 999 C69H13802 040710-32-5 53
2 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 50
3 1-Decanol, 2,2-dimethyl- 186 C12H260 002370-15-2 43
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 43
5 Nonacosane 408 C29H60 000630-03-5 38
Abundance Scan 1075 (14.574 min): BF085413.D (-1073) (-) m/z 57.10 100.00%
g7
5000
129 N
1 ﬁo 251 377 14.20 14.40 14.60 14.80
ol Iy s e m/z 43.10 72.92%
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #174887: Nonahexacontanoic acid
57
5000 L B IS BN B
mmmmmmmm
- m/z 71.10 67 .39%
oL il Wu 197 267 350 899 993
m/z--> 6 160 260 360 460 560 660 700 800 900 1000
Abundance
57
14.20 14.40 14.60 14.80
5000 m/z 85.05 52.72%
o 125 147 283
m/z--> 6 160 260 360 460 560 660 700 800 900 1000
Abundance #46883: 1-Decanoal, 2,2—d|methy| LI L L L L L LB B
57 14.20 14.40 14.60 14.80
m/z 55.10 49 .35%
5000
155
O i o o T S R S e o e T o
m/z--> c') 1(')0 2(')0 3(')0 4(')0 5(')0 6(|)O 700 800 900 1000 14'20 14. 40 14 60 14I8O '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085413.D

Acq On : 12 Mar 2016 11:44

Operator : UM/SJ

Sample - H1731-16

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trifluoroacetic acid, n-oct... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.08 3.77 ng 94250 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
2 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 91
3 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 91
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
Abundance Scan 1207 (16.082 min): BF085413.D (-1205) (-) m/z 57.10 100.00%
7 83
97

5000

-

15.80 16.00 16.20 16.40
m/z 83.10 89.85%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43 57

s

5000 R EAEEEEEE S mEE
1580 16.00 16,20 16.40
111 m/z 97.10 82.45%
ol I 125139154168183 210204 252
AR ERREaR
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R ERARE Eamam
15.80 16.00 16.20 16.40
5000 m/z 69.10 80.85%
71
29 97

111
125139154167181195 224 252

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester e e ERRES BE s
43 15.80 16.00 16.20 16.40
57 m/z 43.10 74 .88%
5000

is

111

125140155 182
i e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1580 16.00 16,20 16.40

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085413.D

Acq On : 12 Mar 2016 11:44

Operator : UM/SJ

Sample - H1731-16

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.14 6.5 ng 314223 1 6.94 968023 20.0
unknown6.71 6.71 91.8 ng 4442520 1 6.94 968023 20.0
Pentadecane 10.41 2.5 ng 121487 3 9.98 970109 20.0
Heptadecane 10.88 5.1 ng 174305 4 11.46 687421 20.0
n-Hexadecanoic acid 11.99 3.0 ng 101959 4 11.46 687421 20.0
1-Nonadecene 13.95 16.1 ng 497351 5 14.11 619865 20.0
Nonahexacontanoic... 14.57 2.4 ng 74804 5 14.11 619865 20.0
Trifluoroacetic a... 16.08 3.8 ng 94250 6 15.57 499600 20.0
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