LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\

Data File : BF086917.D

Acq On : 12 May 2016 5:18 Instrument :
Operator : UM/SJ BNA_F

Sample - H2916-09 ClientSampleld :
Misc - ITALE-FILL-CSPH3-9K
ALS Vial : 10 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-BF050916_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 1.633 3 4 13 rVB 609310 988007 21.21% 2.362%
2 1.747 13 14 18 rBV 2218315 3154840 67.74% 7.542%
3 4.787 277 280 295 rvB 364116 749482 16.09% 1.792%
4 5.233 317 319 322 rBV 3996260 4224178 90.70% 10.098%
5 5.633 352 354 359 rvB 62929 76593 1.64% 0.183%
6 6.307 410 413 415 rBV 3435722 4657445 100.00% 11.133%
7 6.410 419 422 424 rBV 4457497 4550978 97.71% 10.879%
8 6.627 439 441 444 rBV 744081 887366 19.05% 2.121%
9 6.787 453 455 458 rBV 3396937 3139401 67.41% 7 .505%
10 7.073 478 480 484 rBvV 172034 245859 5.28% 0.588%

11 7.210 489 492 494 rBV 2999624 3230721 69.37% 7.723%
12 7.919 552 554 556 rBV 1251527 1081570 23.22% 2.585%
13 9.005 646 649 651 rBV 3427264 3789554 81.37% 9.059%
14 9.130 658 660 662 rBvV 61449 59094 1.27% 0.141%
15 9.405 681 684 686 rBvV 364908 456876 9.81% 1.092%

16 9.610 700 702 704 rBV 101000 103627 2.22% 0.248%
17 9.668 704 707 710 rvVV 1110619 986970 21.19% 2.359%

18 9.988 732 735 738 rVB3 60399 79878 1.72% 0.191%
19 10.113 744 746 747 rVV 194064 183129 3.93% 0.438%
20 10.148 747 749 753 rVB4 41615 78046 1.68% 0.187%
21 10.262 757 759 762 rBV3 40698 68992 1.48% 0.165%
22 10.331 762 765 768 rBV 56330 79166 1.70% 0.189%

23 10.456 774 776 779 rBV 2179293 2096483 45.01% 5.012%
24 10.582 785 787 791 rVB 180995 192170 4._.13% 0.459%

25 11.028 824 826 827 rBV 104164 82730 1.78% 0.198%
26 11.142 834 836 839 rBvV 848092 808308 17.36% 1.932%
27 11.348 851 854 857 rBV 40585 60676 1.30% 0.145%
28 11.691 882 884 893 rBvV 139961 278042 5.97% 0.665%
29 12.479 951 953 958 rVB3 30579 59595 1.28% 0.142%
30 12.571 958 961 964 rBvV2 40865 61702 1.32% 0.147%
31 12.731 972 975 978 rBV 3105974 2852564 61.25% 6.819%
32 12.971 993 996 999 rBV 27811 54055 1.16% 0.129%
33 13.211 1016 1017 1020 rVB2 64624 69238 1.49% 0.166%

34 13.645 1052 1055 1062 rBV2 174431 353094 7.58% 0.844%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051116\

Data File : BF086917.D

Acg On : 12 May 2016 5:18

Operator : UM/SJ

a?ggle i H2916-09 ITALE-FILL-CSPH3-9K
ALS Vial : 10 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.771 1063 1066 1069 rBV 935737 870962 18.70% 2.082%

36 13.954 1080 1082 1087 rBV 34923 68339 1.47% 0.163%
37 14.228 1103 1106 1107 rBV 106634 168868 3.63% 0.404%
38 14.845 1158 1160 1162 rBV 59987 70421 1.51% 0.168%
39 15.131 1183 1185 1187 rBV 487394 615316 13.21% 1.471%
40 15.165 1187 1188 1191 rVB 42891 58283 1.25% 0.139%
41 15.542 1218 1221 1223 rBV 54496 77975 1.67% 0.186%
42 17.417 1382 1385 1387 rBV3 36224 62356 1.34% 0.149%
Sum of corrected areas: 41832949
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF051116\

BF086917.D

12 May 2016 5:18

UM/SJd

H2916-09 ITALE-FILL-CSPH3-9K
10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000} g4

1.75

TIC: BF086917.D

5.23

6.3] 6.79

6.63
4.79

5.63 L

7.21

Time-->

O

4.00

I
4.50 5.00

5.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF086917.D

9.00
12.73

10.46

7.92 967

11.14

1212857

11.69
1105 1135 5O

12.9713.21

Time-->

Or—r——

12.50

11.50 12.00

10.00 10.50 11.00

13.00

Abundance

4000000

3000000

2000000

1000000

3.6

TIC: BF086917.D

13.77

15.13

14.85 1‘Ag17

13.95 14.23 15.54 17.42

Time-->

o

17.50 18.00

18.50

16.50 17.00

14.50 15.00

14.00 15.50 16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051116\

Data File : BF086917.D

Acg On : 12 May 2016 5:18

Operator : UM/SJ

a?ggle i H2916-09 ITALE-FILL-CSPH3-9K
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.79 16.89 ng 749482 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
5 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9

Abundance Scan 280 (4.787 min): BF086917.D (-277) (-) m/z 43.10 100.00%
a3
5000 59
101 SRNSARSESERRA RSN NS
440 4.60 4.80 5.00 5.20
O e Bl 8 Tm/z 59.10  47.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B N UL
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 13.23%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500 520
5000 m/z 58.05 12.48%
101
o 15 25 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3942: Diacetamide BEEEEEEEEEEE S S S
43 440 4.60 4.80 5.00 5.20
m/z 41.05 8.97%
5000 59
73
101
0 28 37 || 51 67 79 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086917.D

Acq On : 12 May 2016 5:18

Operator : UM/SJ

Sample : H2916-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

ITALE-FILL-CSPH3-9K

Peak Number 4 unknown6.41 Concentration Rank 1

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

6.41 102.57 ng 4550980 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 422 (6.410 min): BF086917.D (-419) (-) m/z 132.10 100.00%
132
5000 68 L_
40 96 A SRR AR AR
54 ?7 g7 | 105115 6.00 6.20 6.40 6.60 6.80
0 e T L m/z 68.10 47 .50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97 a
5000 AL LA LS IR R
6.00 6.20 6.40 6.60 6.80
70 m/z 134.10 33.33%
31 414 60 86
U |l'h 'P"“ Ana '”I%O§}%§ LA UL SR S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 NN SRS AR RS L
104 6.00 6.20 6.40 6.60 6.80
5000 m/z 66.10 33.05%
31 51 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 20.00%
5000 og M°
o b L8 o |l ase 189
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051116\

Data File : BF086917.D

Acg On : 12 May 2016 5:18

Operator : UM/SJ

a?ggle i H2916-09 ITALE-FILL-CSPH3-9K
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 2-Pyrrolidinone Concentration Rank 8

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

7.07 5.54 ng 245859 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pyrrolidinone 85 C4H7NO 000616-45-5 91
2 3H-1,2,4-Triazol-3-one, 1,2-dihy... 85 C2H3N30 000930-33-6 53
3 1,3-Diazabicyclo[3.1.0]hexane 84 C4H8N2 017038-28-7 43
4 2-Butyl-1,2-oxaborolane 126 C7H15BO 005357-13-1 39
5 1-Bromo-7-(tetrahydro-2-pyranylo... 278 C12H23Br02 010160-25-5 23

Abundance Scan 480 (7.073 min): BF086917.D (-478) (-) m/z 85.10 100.00%
1 8
5000 L
| c30 680 7.00 7.20 7.40
O L e o Rt A m/z 41.05 92.88%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1517: 2-Pyrrolidinone
85
42
5000 IERBU AR R SRR AR
6.80 7.00 7.20 7.40
m/z 42.05 86.12%
0 “ﬂ'm'“'l“"l“" D SN SRS BN BRI BN
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
85
42
6.80 7.00 7.20 7.40
5000 m/z 84.05 25._75%
ol13
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1335: 1,3-Diazabicyclo[3.1.0]hexane R B ma e o S
28 6.80 7.00 7.20 7.40
m/z 40.10 21.46%
5000 83
5
O T R T I I o o L e o
miz-> 0 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051116\

Data File : BF086917.D

Acg On : 12 May 2016 5:18

Operator : UM/SJ

a?ggle i H2916-09 ITALE-FILL-CSPH3-9K
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 Hexadecane Concentration Rank 14

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

9.61 2.10 ng 103627 Acenaphthene-d10 9.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tridecane 184 C13H28 000629-50-5 86
3 Tetradecane 198 C14H30 000629-59-4 83
4 Dotriacontane 451 C32H66 000544-85-4 83
5 Pentadecane 212 C15H32 000629-62-9 78

Abundance Scan 702 (9.610 min): BF086917.D (-700) (-) 57.10 100.00%

57
5000

9.20 9.40 9.60 9.80 10.00
(o} m/z 43.05 93.23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43
71

5000 T S e e
920 940 9.60 9.80 10.00

29 8 m/z 41.10 44.69%

0 | L L w 99 113 127 141 155 169 183 197 226
S R N M A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

43 57

9.20 9.40 9.60 9.80 10.00

5000 71 m/z 71.10 42 .00%
29 85
o 99 113 127 141 155 184
I B I A I e o e LR B E s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57 9.20 9.40 9.60 9.80 10.00
43 m/z 85.05 26.49%
71
5000 85
29
oL 15 J | %9 113 127 141 155 169 198
R o o o B o B BLBLALRLA I e oo o "'w"“ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 980 10. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051116\

Data File : BF086917.D

Acg On : 12 May 2016 5:18

Operator : UM/SJ

a?ggle i H2916-09 ITALE-FILL-CSPH3-9K
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.58 4.75 ng 192170 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
4 Octadecane 254 C18H38 000593-45-3 72
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 72
Abundance Scan 787 (10.582 min): BF086917.D (-785) (-) m/z 57.10 100.00%
43 Y
5000
85

10.20 10.40 10.60 10.80 11.00

113 140155169

o S B e — m/z 43.10 81.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
43 57
5000 LA L I L L L L L L B
85 10 20 10. 40 10. 60 10 80 11. OO
m/z 71.10 50.07%
0 L 18 14 169 282
.P.”,””,”.w.”..”.“.”P.”,””,“.WH.W.HW.H.P“.P.”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 %7
R B S
10.20 10.40 10.60 10.80 11.00
5000 m/z 41.10 39.79%
85
o 27 113 141 169183 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115575: Eicosane, 10-methyl- e EREaN REe s S
43 57 10.20 10.40 10.60 10.80 11.00
m/z 85.10 30.58%
5000 85
113 154
0 ‘ Loy TP 1397788183 211 239 266281295
T T P I e e e o B e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 20 10. 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051116\

Data File : BF086917.D

Acg On : 12 May 2016 5:18

Operator : UM/SJ

a?ggle i H2916-09 ITALE-FILL-CSPH3-9K
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 11 Undecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.69 6.88 ng 278042 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 .alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 59
4 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 884 (11.691 min): BF086917.D (-882) (-) m/z 43.05 100.00%
60
73
5000
S 97 115 120 143 157 171 185 199 213 297 Iii!id 1iféd iiféd 1é!ddl
0! m/z 41.10 80.30%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #46617: Undecanoic acid
60 73
43
5000 29 L L B SULRLLN B
nmnmnmnm
129 143 m/z 60.00 76.84%
‘ ‘ ‘ 97 115 ‘ ‘ 157, 186
0 .|.l‘. ‘l‘.‘.‘.”l““.“l‘ M”M”‘” “|||||||‘|EI-|6|9|I|‘|||I||||I||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 60 73
11!40 11)60 11)80 12!00
5000 29 m/z 57.10 67 .53%
129
85 g7 115 171 214
o 143157 | 185497
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #137744: .alpha.-D-Glucopyranoside, .alpha.-D-glucopyranosy! R EAEEEEEE S mEE
73 11.40 11.60 11.80 12.00
0 m/z 55.10 66.95%
h ,\,A/VNA_VV,_J\\NHtJ\Nﬁ.A,¢
85
97
oL 18 \H W|.“‘.“..h|”‘...‘k1.%.(?..1.“‘]..(3..1(‘3::3.......l....l..2.3.5|. B
m/z--> 80 100 120 140 160 180 200 220 11.40 11.60 1180 1200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051116\

Data File : BF086917.D

Acg On : 12 May 2016 5:18

Operator : UM/SJ

a?ggle i H2916-09 ITALE-FILL-CSPH3-9K
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 12 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.65 8.11 ng 353094 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 1055 (13.645 min): BF086917.D (-1052) (-) m/z 57.10 100.00%
g7
41 83
5000
R BN BN SURLN SUM
139155 13.40 13.60 13.80 14.00
A 20 m/z 43.10 94.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 R BN BN SURLN SUMS
29 13.40 13.60 13.80 14.00
15 m/z 55.10 86.05%
NECEN 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69 R BN BN SURLN SUMS
97 13.40 13.60 13.80 14.00
5000 m/z 41.10 63.15%
27 125
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143984: Trichloroacetic acid, tetradecy! ester AN BEa TS e L
13.40 13.60 13.80 14.00
m/z 83.10 62.63%
5000 Aﬁddwﬁfv-nﬁj\\nﬁﬁAdﬁyray
o} R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051116\

Data File : BF086917.D

Acg On : 12 May 2016 5:18

Operator : UM/SJ

a?ggle i H2916-09 ITALE-FILL-CSPH3-9K
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 13 Oleic Acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.23 3.88 ng 168868 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 83
2 6-Tridecene, (2)- 182 C13H26 006508-77-6 48
3 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 41
4 1-Nonadecene 266 C19H38 018435-45-5 38
5 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 38
Abundance Scan 1106 (14.228 min): BF086917.D (-1103) (-) m/z 57.10 100.00%
5000
265 HR DAL AL IR B
3 137 163 197 222 14.00 14.20 14.40 14.60
0 m/z 55.10 70.87%
m/z--> 50 100 150 200 250 300 350
Abundance #107517: Oleic Acid
55
83
5000 L S I I B
29 14.00 14.20 14.40 14.60
‘ 111 m/z 71.10 66.71%
ol— l. U\ I“ ‘L H‘H\ \H‘u\ H\ mllw 180199|2|22| ?4? .‘ |2:82| e
m/z--> 50 100 150 200 250 300 350
Abundance
55
" 14:00 14.20 14.40 14.60
5000 83 m/z 43.10 57.76%
111
0 129 154 182 fwngJ\¢’“\’jbx&/XAV4J\JMAV
m/z--> 50 100 150 200 250 300 350
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester R B A B
43 14.00 14.20 14.40 14.60
m/z 41.10 49 _.59%
i NV\_/J/W\)LW
5000
97
o WAl 4 ' 154 183 224 252
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051116\

Data File : BF086917.D

Acg On : 12 May 2016 5:18

Operator : UM/SJ

a?ggle i H2916-09 ITALE-FILL-CSPH3-9K
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 14 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .85 2.29 ng 70421 Perylene-d12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Docosane, 9-butyl- 366 C26H54 055282-14-9 83
3 Tetracosane 338 C24H50 000646-31-1 83
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 83
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 1160 (14.845 min): BF086917.D (-1158) (-) m/z 57.10 100.00%
g7
5000 85
113 ' 14160 14.80 15.00 15.20
154 182 229
oL, .Li;!J.4.LJF?¢..s3?¥.vu25???¥,.??§f§§..., m/z 43.10 75.13%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 LR SRR DU U SUM
14.60 14.80 15.00 15.20

m/z 71.10 52.97%

29
oLl h | (M3 141 169 197 225 253 281 309 337 365 394
S A VI i, I
miz--> 50 100 150 200 250 300 350

Abundance
57
B e A
14.60 14.80 15.00 15.20
5000 - m/z 85.10 36.91%
113
ol 38 141160182 217 253 280 309 337 365 \/\rwA»/vAN\JX\U‘,«AJ\ﬁ\NV
T [ T T T e e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane AN BEa TS e L
57 14.60 14.80 15.00 15.20
m/z 55.10 28.85%
5000 85
29 113
0 | ] | gl 770,141 169 197 225 253 281 309 338
e e e e B e A
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051116\

Data File : BF086917.D

Acg On : 12 May 2016 5:18

Operator : UM/SJ

a?ggle i H2916-09 ITALE-FILL-CSPH3-9K
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
Quant Title : 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 15 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

15.54 2.53 ng 77975 Perylene-d12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 95
2 Eilcosane 282 C20H42 000112-95-8 81
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 74
4 Hexadecane 226 C16H34 000544-76-3 72
5 Octacosane 394 C28H58 000630-02-4 68

Abundance Scan 1221 (15.542 min): BF086917.D (-1218) (-) m/z 57.10 100.00%

g7
5000

15.20 15.40 15.60 15.80

113
3 140 168 190 215 245 312 340 366
O 282 m/z 43.10 65.30%
m/z--> 50 100 150 200 250 300 350
Abundance #147090: Hexacosane
57
5000 85 LA L L L L L LB L L B

15.20 15.40 15.60 15.80
m/z 71.10 51.68%

113
0 ?\9 ‘H ‘\ ‘Hw “M ‘\‘ H‘ J 14\.1 | 169 L 197 225 253 295 366
LA L B B B S S B B B — | T T | L ELELE R B
m/z--> 50 100 150 200 250 300 350

Abundance
57
e e R
15.20 15.40 15.60 15.80
5000 m/z 85.10 34.98%
85
29
0 113 141 169 282
m/z--> 50 100 150 200 250 300 350
Abundance #107661: Nonadecane, 9-methyl- R R Bmman
57 15.20 15.40 15.60 15.80
m/z 55.10 26.54%
85
5000
140
3 113 168
B A - W A R
m/z--> 50 100 150 200 250 300 350 15.20 15. 40 15. 60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051116\

Data File : BF086917.D

Acg On : 12 May 2016 5:18

Operator : UM/SJ

a?ggle i H2916-09 ITALE-FILL-CSPH3-9K
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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... 4.79 16.9 ng 749482 1 6.63 887366 20.0
unknown6 .41 6.41 102.6 ng 4550980 1 6.63 887366 20.0
2-Pyrrolidinone 7.07 5.5 ng 245859 1 6.63 887366 20.0
Hexadecane 9.61 2.1 ng 103627 3 9.67 986970 20.0
Eicosane 10.58 4.8 ng 192170 4 11.14 808308 20.0
Undecanoic acid 11.69 6.9 ng 278042 4 11.14 808308 20.0
1-Docosene 13.65 8.1 ng 353094 5 13.77 870962 20.0
Oleic Acid 14.23 3.9 ng 168868 5 13.77 870962 20.0
Octacosane 14.85 2.3 ng 70421 6 15.13 615316 20.0
Hexacosane 15.54 2.5 ng 77975 6 15.13 615316 20.0
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