LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085282.D

Acq On : 9 Mar 2016 3:43

Operator : UM/SJ

3?22'6 i H1703-08 SB-41COMP(0.5-5.0
ALS Vial : 27 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 5.167 249 252 263 rBY 745603 1020779 25.30% 2.896%
2 5.567 284 287 290 rBV 3247310 3278173 81.25% 9.300%
3 6.584 373 376 378 rBV 3265127 3416815 84.68% 9.693%
4 6.733 386 389 391 rBV 2843542 3923054 97.23% 11.129%
5 6.961 406 409 411 rBV 1019780 892113 22.11% 2.531%
6 7.121 420 423 425 rBV 2782333 3137105 77.75% 8.899%
7 7.522 455 458 460 rBV 2447578 2343737 58.09% 6.649%
8 8.242 519 521 524 rBV 1342794 1163503 28.84% 3.301%
9 9.327 613 616 618 rBV 2994509 4034809 100.00% 11.446%
10 9.716 648 650 651 rvB 442083 490346 12.15% 1.391%
11 9.933 666 669 671 rBV 84083 89654 2.22% 0.254%
12 10.002 673 675 677 rVB 1450763 1258078 31.18% 3.569%
13 10.425 710 712 714 rVB 145211 139605 3.46% 0.396%
14 10.642 728 731 735 rBY 45443 89613 2.22% 0.254%
15 10.790 741 744 746 rBV 2292365 2344835 58.12% 6.652%
16 10.905 752 754 759 rBvV 129728 191784  4.75% 0.544%
17 11.099 769 771 775 rBV3 16915 40803 1.01% 0.116%
18 11.350 790 793 794 rBvV 68067 66590 1.65% 0.189%
19 11.488 802 805 807 rBV 1174041 1221415 30.27% 3.465%
20 11.556 808 811 813 rVB 27009 45000 1.12% 0.128%
21 12.002 848 850 857 rBv2 184921 251770 6.24% 0.714%
22 12.699 908 911 915 rBvV 46654 80714 2.00% 0.229%
23 12.791 917 919 926 rVv 104688 140428 3.48% 0.398%
24 12.916 928 930 933 rVvB 39373 62262 1.54% 0.177%
25 13.065 941 943 946 rBV 2757543 2763170 68.48% 7.839%
26 13.956 1019 1021 1029 rBvY 189845 284970 7.06% 0.808%
27 14.116 1031 1035 1040 rVV 843487 830724 20.59% 2.357%
28 14.585 1074 1076 1082 rVB4 26506 59501 1.47% 0.169%
29 14.871 1099 1101 1105 rVvv2 77625 122848 3.04% 0.348%
30 15.225 1130 1132 1134 rBvY 39940 51631 1.28% 0.146%
31 15.579 1160 1163 1170 rVB 549190 805043 19.95% 2.284%
32 16.048 1201 1204 1207 rBvV 74896 118086 2.93% 0.335%
33 16.551 1245 1248 1254 rVB2 70069 149481 3.70% 0.424%
34 17.145 1297 1300 1306 rVB 54424 121372 3.01% 0.344%
8270-BF030316.M Wed Mar 09 17:03:13 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085282.D

Acq On : 9 Mar 2016 3:43

Operator : UM/SJ

Sample : H1703-08

Misc :

ALS Vial : 27 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 - 0 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-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.854 1357 1362 1369 rBV2 46572 128450 3.18% 0.364%

36 18.688 1430 1435 1441 rVB2 31821 92730 2.30% 0.263%

Sum of corrected areas: 35250991
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085282.D

Acq On : 9 Mar 2016 3:43

Operator : UM/SJ

Sample : H1703-08

Misc :

ALS Vial : 27 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: BF085282.D
5|57 6(58

3000000
6.73 7.12

2500000 7.52
2000000
1500000
1000000

5.17

500000

Qe e e e e e et gy
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: BF085282.D

3000000
13.06

2500000 10.79

2000000
10.00

1500000 g 4

11.49

1000000

500000 9.72

12.00
9. 109210.64)|19:°9 1,10 11.3511 56 12'%{3.02

oA A A e A e

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: BF085282.D

3000000
2500000
2000000
1500000
1000000 14.12

15.58

500000
13.96

1450 1487 1523 j\ 16.05 16.55 17.15 17.85 18.69
N AT

0 R e e L s A B o S B i ama ae et B

T
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\BF030816\
Data File : BF085282.D

Acq On : 9 Mar 2016 3:43

Operator : UM/SJ

Sample : H1703-08

Misc :

ALS Vial : 27 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 3

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

5.17 22.88 ng 1020780 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 252 (5.167 min): BF085282.D (-249) (-) m/z 43.05 100.00%
a3
59
5000
101 I B
4.80 5.00 5.20 5.40 5.60
83
...,....,....,....-,':...?.1.~:.|,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 60.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 G R R IR
4.80 5.00 5.20 5.40 5.60
m/z 101.10 23.77%
31 101
”'P'”P'”m““““'W“‘W'“W'“'ﬁi'ga'“'“v'”l””l“'w“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.10 17.17%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R R
43 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.94%
5000 101
28 59
‘ ‘ 70 84
"WEEP'NL”whhﬁ%Mi“”LM'HLW'“W“'W“'W”“P'”P“'I IS R R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085282.D

Acq On : 9 Mar 2016 3:43

Operator : UM/SJ

Sample : H1703-08

Misc :

ALS Vial : 27 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 unknown6.73 Concentration Rank 1

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

6.73 87.95 ng 3923050 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 389 (6.733 min): BF085282.D (-386) (-) m/z 132.10 100.00%
132
5000
68
‘ % 6.40 660 6.80 7.00
40 54 . . . .
- :|-.|.7.7, g7 | wsus ) m/z 134.10  33.80%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR L R
6.40 6.60 6.80 7.00
21 51 78 m/z 68.10 31.51%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
A
6.40 6.60 6.80 7.00
5000 67 m/z 66.10 19.45%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A manan e
57 132 6.40 6.60 6.80 7.00
24 m/z 96.10 13.91%
5000 og 0
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SN | SN
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF030316.M Wed Mar 09 17:03:15 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085282.D

Acq On : 9 Mar 2016 3:43

Operator : UM/SJ

Sample : H1703-08

Misc :

ALS Vial : 27 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 14
R.T. EstConc Area Relative to ISTD R.T.
10.42 2.22 ng 139605 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Hexadecane 226 C16H34 000544-76-3 80
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 712 (10.425 min): BF085282.D (-710) (-) m/z 57.10 100.00%
57
43
5000

10.20 10.40 10.60 10.80
m/z 43.10 62.22%

9 113127 141 155

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64573: Pentadecane
a3 %7
5000 71 lllllllllllllllllllll
85 10.20 10.40 10.60 10.80
29 m/z 71.10 46.35%
99
b Mg MBI SS ey 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 R R s e
71 10.20 10.40 10.60 10.80
5000 o m/z 85.10 39.10%
29 141
9 113 169
T B i S R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane N BB BE R EE T
57 10.20 10.40 10.60 10.80
3 | 4 m/z 41.10 32.16%
85
5000
29 % 113
s |0l | 11°127 141155 169 183 197 211 240
o T | SN | N N T i it LA S na e A st
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1020 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085282.D

Acq On : 9 Mar 2016 3:43

Operator : UM/SJ

Sample : H1703-08

Misc :

ALS Vial : 27 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 5
R.T. EstConc Area Relative to ISTD R.T.
12.00 4.12 ng 251770 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Dodecane 170 C12H26 000112-40-3 11
Abundance Scan 850 (12.002 min): BF085282.D (-848) (-) m/z 73.10 100.00%
43 g0 7B
- A’MWL“’V‘
129
97 115 157
143157171185 145213 11.60 11.80 12.00 12.20 12.40
— 1997722 20 m/z 43.10 92.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #92227: n-Hexadecanoic acid
] k\,AJL_,~,

5000 S RREEEE s
11. 60 11. 80 12. OO 12 20 12. 40

m/z 60.10 83.80%

256
IL ) \“ \H %01;}5 2143157171185 100 213 557 242 >
 EARRAREE R A LRaaan
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
EE L Bmmana
29 11.60 11.80 12.00 12.20 12.40
5000 m/z 57.10 71.67%
o 129 242
199
101115 1431571711857 13596
R A B e B AR BARaS LRSI e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 W
Abundance #75072: Tetradecanoic acid A B R e e
60 73 11.60 11.80 12. OO 12 20 12. 40
43 m/z 41.10 66.16%
5000 129
29
15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085282.D

Acq On : 9 Mar 2016 3:43

Operator : UM/SJ

Sample : H1703-08

Misc :

ALS Vial : 27 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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.79 2.30 ng 140428 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 92
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 919 (12.791 min): BF085282.D (-917) (-) m/z 73.10 100.00%
5000
12.40 12.60 12.80 13.00 13.20
m/z 43.10 91.20%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 73
5000 129 LI BN SRS SO B
12.40 12.60 12.80 13.00 13.20
‘ 97 185 o 284 m/z 60.10 85.95%
|15| I "“I i) ‘k‘“h.“l .‘:lls‘.?.‘ .“. ‘|2.]‘-3.‘. .“ 2|6|5 .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
60
" 12:40 12,60 12,80 13.00 13.20
5000 129 m/z 57.10 77 .34%
87
wl f ) B0 et
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester A Rae s e
43 12.40 12.60 12.80 13.00 13.20
m/z 55.05 74.71%
73
- T M/&/M
129
97
185
B ol e B e st
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085282.D

Acq On : 9 Mar 2016 3:43

Operator : UM/SJ

Sample : H1703-08

Misc :

ALS Vial : 27 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 9-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.96 6.86 ng 284970 Chrysene-d12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
2 2- Chloropropionic acid, hexadec... 332 C19H37CI102 086711-81-1 91
3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91
4 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 1021 (13.956 min): BF085282.D (-1019) (-) m/z 83.10 100.00%

57

5000

:

13.60 13.80 14.00 14.20
m/z 57.10 98.35%

139 417

202 230

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106399: 9-Eicosene, (E)-
7 83

I3}

41

3

5000

13.60 13.80 14.00 14.20
m/z 55.10 93.41%

25 || | 139 168 196 223 252 280
i) -

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

57 83

E

11 13.60 13.80 14.00 14.20
5000 41 m/z 43.10 91.01%

196 222

139 168 269 332

vmmmﬂmmrmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143984: Trichloroacetic acid, tetradecyl ester T T
13.60 13.80 14.00 14.20

m/z 97.10 85.73%

:

5000

5

139

168 196 241

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085282.D

Acq On : 9 Mar 2016 3:43

Operator : UM/SJ

Sample : H1703-08

Misc :

ALS Vial : 27 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 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.87 3.05 ng 122848 Perylene-di12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 74
2 Decanamide- 171 C10H21NO 002319-29-1 47
3 Tetradecanamide 227 C14H29NO 000638-58-4 47
4 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 47
5 Octadecanamide 283 C18H37NO 000124-26-5 43

Abundance Scan 1101 (14.871 min): BF085282.D (-1099) (-) m/z 59.10 100.00%

59

5000

—

P

14.60 14.80 15.00 15.20
m/z 72.10  78.04%

178195 217

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106877: 9-Octadecenamide, (2)-
59
5000 LA L L L LB LB LN
1 14.60 14.80 15.00 15.20
126 m/z 55.10 55.31%
83 98 281
‘ H‘ \‘H‘ H\‘ M‘\ u\‘\\ \‘\ ‘\ 154169184198 222 238 264 |
RREREREE R RN T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R IR R R
14.60 14.80 15.00 15.20
5000 m/z 41.10 37 .59%
43
86
29 114128 ., 171 \fvvjﬁw,~r$~ﬂ\J\NV\\Pj\ﬁxv
WTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74437: Tetradecanamide B A RRREE R
59 14.60 14.80 15.00 15.20
m/z 69.10 36.22%
5000
41
19 | ||, 8 114128 5 18405 27
R A B AR RAREE R R R RAREY R IR R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085282.D

Acq On : 9 Mar 2016 3:43

Operator : UM/SJ

Sample : H1703-08

Misc :

ALS Vial : 27 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 10 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.05 2.93 ng 118086 Perylene-di12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 1204 (16.048 min): BF085282.D (-1201) (-) m/z 57.10 100.00%
57
85
5000
IR SN SUNILN SRR B
141 169 197 15.80 16.00 16.20 16.40
ek Z8 m/z 71.10 79.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #73968: Hexadecane
57
5000 85 LRI SR SR SN B
mmmmmmmm
m/z 85.10 60.01%
29 ‘ H L “ 113‘ 141 ‘169 197 226
m/z--> éo 100 150 260 250 360 3%0 460
Abundance
57
o " 15.80 16.00 16.20 16.40
5000 m/z 43.10 57.69%
29 113
141 169 197 225 253 296 \jtv_rwﬂvﬂﬁ_Jﬂ\AJ\_J%V\NAF/
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #160628: Triacontane R AR RRRES T
57 15.80 16.00 16.20 16.40
m/z 55.10 20.64%
- T ‘/\\/M\A/\/\MJ
113 141
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(')0 15. 80 16. oo 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085282.D

Acq On : 9 Mar 2016 3:43

Operator : UM/SJ

Sample : H1703-08

Misc :

ALS Vial : 27 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 11 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.55 3.71 ng 149481 Perylene-di12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 1248 (16.551 min): BF085282.D (-1245) (-) m/z 57.10 100.00%
57
85
5000
113 USSR LS U
141 183 16.20 16.40 16.60 16.80
...-.,'.‘.'..||,a‘.-l..','~.~~..~=,2‘?9...,....,....,....,... m/z 71.10 74.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 AR UL RN
1620 16.40 16.60 16.80
m/z 85.10 56.40%
29 113
\‘ ‘L ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 43.10 51.33%
118 1m
29 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane R e EEaE L
57 16.20 16.40 16.60 16.80
m/z 55.10 20.21%
o T MMW
29
‘ /113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 1620 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085282.D

Acq On : 9 Mar 2016 3:43

Operator : UM/SJ

Sample : H1703-08

Misc :

ALS Vial : 27 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 12 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.15 3.02 ng 121372 Perylene-di12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 1300 (17.145 min): BF085282.D (-1297) (-) m/z 57.10 100.00%
57
85
5000
UL 090 109 105 221 o 1650 1700 1720 1740
B D 0 Y B P e - E— m/z 71.10  79.35%
m/z--> 50 100 150 200 250 300 350
Abundance #155177: Octacosane
57
5000 85 A DR B RS B
mmﬂmnmﬂm
29 113 m/z 85.10 59.01%
L1 J h i |7 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 250 360 3%0 '
Abundance
57
16,80 17.00 17.20 17.40
5000 a5 m/z 43.10 52.20%
38 13 141 169 197 239 267 294 323 352 w—M“f\hﬂ/\wmwww
m/z--> éo 160 150 260 2éo 360 3%0 '
Abundance #142112: Pentacosane R EEEma T L
57 16.80 17.00 17.20 17.40
m/z 55.10 22.54Y%
e T ’\"\'\/\WA,/\’T\W
113
29| | g i [ 1 169189211 239 267 205 303 352
m/z--> % @ J& 200 250 3& 3% ' mmﬂmnmﬂm'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085282.D

Acq On : 9 Mar 2016 3:43

Operator : UM/SJ

Sample : H1703-08

Misc :

ALS Vial : 27 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 14 Tetratriacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.69 2.30 ng 92730 Perylene-d12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 1435 (18.688 min): BF085282.D (-1430) (-) m/z 57.10 100.00%
57
T 180 18160 150 1606
A 200 2B w/z 71.05 71.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane WJ\\-W
57
5000 LRI BN BN UL B
mmmmmmmm
m/z 85.10 56.52%
15 | hin 141 183 225 267 311 367 410
miz--> 0 55 100 150 200 250 300 350 400 4éo 500 séo 660
Abundance
57
18.40 18.60 18.80 19.00
5000 m/z 43.10 52.28%

99
26 141 183 225 267 309 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane R B A RAREE R S
57 18.40 18.60 18.80 19.00

m/z 55.10 24 .65%

4

5000

%

97
26 ‘ | 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 18. 40 18 60 18. 80 19. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085282.D

Acq On : 9 Mar 2016 3:43

Operator : UM/SJ

Sample : H1703-08

Misc :

ALS Vial : 27 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... 5.17 22.9 ng 1020780 1 6.96 892113 20.0
unknown6.73 6.73 88.0 ng 3923050 1 6.96 892113 20.0
Pentadecane 10.42 2.2 ng 139605 3 10.00 1258080 20.0
n-Hexadecanoic acid 12.00 4.1 ng 251770 4 11.49 1221420 20.0
Octadecanoic acid 12.79 2.3 ng 140428 4 11.49 1221420 20.0
9-Eicosene, (E)- 13.96 6.9 ng 284970 5 14.12 830724 20.0
9-Octadecenamide, ... 14.87 3.0 ng 122848 6 15.58 805043 20.0
Hexadecane 16.05 2.9 ng 118086 6 15.58 805043 20.0
Heneicosane 16 .55 3.7 ng 149481 6 15.58 805043 20.0
Octacosane 17.15 3.0 ng 121372 6 15.58 805043 20.0
Tetratriacontane 18.69 2.3 ng 92730 6 15.58 805043 20.0
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