LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085280.D

Acq On : 9 Mar 2016 2:47

Operator : UM/SJ

Sample : H1703-04

Misc :

ALS Vial : 25 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 4.538 194 197 201 rBvY 53548 61590 1.47% 0.148%
2 5.167 249 252 258 rBV 844870 1156410 27.53% 2.778%
3 5.567 284 287 290 rBV 3410667 3698760 88.05% 8.884%
4 6.584 373 376 378 rBV 3439810 3728447 88.75% 8.955%
5 6.722 386 388 391 rBVY 3071638 4200945 100.00% 10.090%
6 6.962 407 409 411 rBV 964894 957621 22.80% 2.300%
7 7.122 420 423 425 rBV 2464135 3289374 78.30% 7.901%
8 7.522 455 458 460 rBvV 2661424 2681868 63.84% 6.441%
9 7.590 462 464 467 rVB 34900 47959 1.14% 0.115%
10 8.242 519 521 524 rBV 1433009 1227052 29.21% 2.947%

11 9.316 612 615 618 rBVY 2953833 3793093 90.29% 9.110%
12 9.716 648 650 651 rvB 644978 736833 17 .54% 1.770%
13 9.933 666 669 670 rvB 84099 108253 2.58% 0.260%
14 10.002 672 675 677 rVV 1369382 1247179 29.69% 2.996%
15 10.425 711 712 714 rVB 191743 157730 3.75% 0.379%

16 10.642 729 731 735 rBV 53670 102972 2.45% 0.247%
17 10.791 741 744 746 rBV 2347723 2509309 59.73% 6.027%
18 10.905 752 754 758 rBV 139948 222675 5.30% 0.535%

19 11.088 768 770 775 rBv4 27971 78407 1.87% 0.188%
20 11.351 790 793 794 rBV 87069 93195 2.22% 0.224%
21 11.373 794 795 798 rVB 30636 43518 1.04% 0.105%
22 11.488 802 805 808 rBV 1063628 1479904 35.23% 3.555%
23 11.556 808 811 813 rVB 89154 98677 2.35% 0.237%
24 11.705 822 824 829 rBV6 24731 51071 1.22% 0.123%
25 11.979 846 848 849 rBV 39344 47567 1.13% 0.114%

26 12.002 849 850 853 rvv2 328831 486854 11.59% 1.169%
27 12.094 856 858 862 rvB2 83113 130089 3.10% 0.312%
28 12.265 870 873 880 rvVvB3 35421 116256 2.77% 0.279%
29 12.688 908 910 913 rBV 372956 519108 12.36% 1.247%
30 12.791 917 919 923 rBV 283288 322952 7.69% 0.776%

31 12.916 927 930 933 rvv2 316026 490533 11.68% 1.178%
32 13.065 941 943 946 rVB 2751058 2879949 68.55% 6.917%
33 13.145 946 950 953 rBV3 28995 54232 1.29% 0.130%
34 13.248 956 959 961 rvv 72536 87787 2.09% 0.211%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085280.D

Acq On : 9 Mar 2016 2:47

Operator : UM/SJ

Sample : H1703-04

Misc :

ALS Vial : 25 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
35 13.351 966 968 972 rvVB2 45780 67273 1.60% 0.162%
36 13.637 990 993 998 rBv4 19761 75623 1.80% 0.182%
37 13.865 1010 1013 1015 rBV 36331 63362 1.51% 0.152%

38 13.957 1019 1021 1026 rVB 483160 619669 14.75% 1.488%
39 14.117 1031 1035 1042 rVV2 1065722 1434626 34.15% 3.446%
40 14.597 1074 1077 1078 rBV 48176 74808 1.78% 0.180%

41 14.974 1107 1110 1115 rVB2 53177 99168 2.36% 0.238%
42 15.157 1123 1126 1131 rBV 171019 362899 8.64% 0.872%
43 15.454 1150 1152 1155 rVB 94689 133937 3.19% 0.322%
44 15.522 1155 1158 1161 rVV 114917 169020 4.02% 0.406%
45 15.580 1161 1163 1169 rVB 559856 902396 21.48% 2.167%

46 16.105 1207 1209 1216 rVB6 52369 157372 3.75% 0.378%
47 17.043 1288 1291 1297 rVB2 64458 132786 3.16% 0.319%

48 17.225 1304 1307 1310 rBV 17658 58736 1.40% 0.141%

49 17.477 1326 1329 1337 rVB 51942 129968 3.09% 0.312%

50 17.648 1340 1344 1348 rBV5 25875 92049 2.19% 0.221%

51 18.460 1412 1415 1422 rVB6 17685 55051 1.31% 0.132%

52 18.677 1429 1434 1442 rBVS 22661 97702 2.33% 0.235%
Sum of corrected areas: 41634614
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085280.D

Acq On : 9 Mar 2016 2:47

Operator : UM/SJ

Sample : H1703-04

Misc :

ALS Vial : 25 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:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085280.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085280.D

Acq On : 9 Mar 2016 2:47

Operator : UM/SJ

Sample : H1703-04

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 24 .15 ng 1156410 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 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 9

Abundance Scan 252 (5.167 min): BF085280.D (-249) (-) m/z 43.10 100.00%
43
59
5000
i TE Sho 520 5o Sbo
83 : - : : :
...,....,....,....-,'::..?.1.~:.|,...‘??....,.-...,....-,|....,....,....,....,...., m/z 59.10 59.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methy!-
43
5000 rrrrrTyrTT T T T T T T
59 4.80 5.00 520 5.40 5.60
m/z 101.10 22.07%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 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 17.27%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- A e B N R e
59 4.80 500 5.20 5.40 5.60
31 m/z 41.10 9.05%
5000 41
73
1\5 L[| 51 ‘ . ‘ 87 102
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085280.D

Acq On : 9 Mar 2016 2:47

Operator : UM/SJ

Sample : H1703-04

Misc :

ALS Vial : 25 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 unknown6.72 Concentration Rank 1

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

6.72 87.74 ng 4200950 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 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 388 (6.722 min): BF085280.D (-386) (-) m/z 132.10 100.00%
5000 68
40 % 6.40 6.60 6.80 7.00
54 : : : :
g laeeur o w/z 68.10  44.0%%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 LSRR AR LR
6.40 6.60 6.80 7.00
m/z 134.10 32.06%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.10 27 .56%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R Ran
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17 .55%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. SN | AN 1 NN—
m/z--> 20 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\BF030816\
Data File : BF085280.D

Acq On : 9 Mar 2016 2:47

Operator : UM/SJ

Sample : H1703-04

Misc :

ALS Vial : 25 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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.42 2.53 ng 157730 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane 282 C20H42 000112-95-8 83
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
Abundance Scan 712 (10.425 min): BF085280.D (-711) (-) m/z 57.10 100.00%
57
5000 85
4
113 10.20 10.40 10.60 10.80
. LY m/z 43.10 66.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85
5000 LRI SN BULI UL R
4 10.20 10.40 10.60 10.80
m/z 71.10 63.30%
Ll s 141 169 197212 240
m/z--> 25 Jo 60 80 100 150 140 1éo 180 200 220 240 260 280 300
Abundance
57
'~ 10.20 10,40 10.60 10.80
5000 g5 m/z 85.10 43.34%
41
26 113 141 169184 212
W@WTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane i A e T
57 10.20 10.40 10.60 10.80
m/z 41.10 31.38%
85
5000
4
113
‘ Ll [ 14 169 g7 225 263268 296

I
...,....|....|....|....|....|....|....|....|.... R e R RARER R B o A e e

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085280.D

Acq On : 9 Mar 2016 2:47

Operator : UM/SJ

Sample : H1703-04

Misc :

ALS Vial : 25 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 6.58 ng 486854 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecane 156 C11H24 001120-21-4 11

Abundance Scan 850 (12.002 min): BF085280.D (-849) (-) m/z 73.05 100.00%

43 60 73

-

5000
P 129
8 115 143157171185 10218 0 55 11.60 11.80 12.00 12.20 12.40
—" m/z 43.10 92.90%
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
5000 LA L I L L L L L BB

11.60 11.80 12.00 12.20 12.40
m/z 60.05 88.57%

256
IL ] \ H H\ }01;}5 ?9 143157 171185 109 213 557 242 >
i TR Mo b it L,
mz--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.60 11.80 12.00 12.20 12.40
5000 129 m/z 57.10 73.90%
29
gz AL T 214
101 143157 185

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

%

Abundance #83686: Pentadecanoic acid S SR ey
43 60 73 11.60 11.80 12.00 12.20 12.40

m/z 55.10 71.79%

Bl ML
e L B
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 : BF085280.D

Acq On : 9 Mar 2016 2:47

Operator : UM/SJ

Sample : H1703-04

Misc :

ALS Vial : 25 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 6
R.T. EstConc Area Relative to ISTD R.T.
12.79 4_.36 ng 322952 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 919 (12.791 min): BF085280.D (-917) (-) m/z 73.05 100.00%
5000
12.40 12.60 12.80 13.00 13.20
m/z 43.10 90.12%
miz--> 0 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
43
73
5000 SRR DU BRI UL B
129 nmnmnmmmmw
185 284 m/z 60.10 81.96%
241
|1|8“| ‘;“IHH M\ \\“H ‘”\ H\ “\ |‘15|7|‘ I‘I ‘|2|13| L I‘ 2|6|5|‘| | —
miz--> 0 50 100 150 200 250 300 350
Abundance
43 73
12:40 12,60 12.80 13.00 13.20
5000 129 m/z 57.10 79.00%
97 199 242
157
180
miz--> 0 55 160 1%0 260 250 300 3%0
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester B B a T L e
43 12.40 12.60 12.80 13.00 13.20
m/z 55.10 70.77%
73
5000 o84
129
185
. H Il lu A w o TP s | su s N
miz--> 0 150 200 250 300 350 nmnmnmmmmw
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085280.D

Acq On : 9 Mar 2016 2:47

Operator : UM/SJ

Sample : H1703-04

Misc :

ALS Vial : 25 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 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.96 8.64 ng 619669 Chrysene-d12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
3 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
4 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 91
5 1-Hexadecanol 242 C16H340 036653-82-4 90
Abundance Scan 1021 (13.957 min): BF085280.D (-1019) (-) m/z 57.10 100.00%

57

5000

_i?:::==“

125 230 L R
140154168187 200 13.60 13.80 14.00 14.20

B, m/z 83.10 96.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63051: Cyclopentadecane

41 55

69 g3

:

5000

13.I60 13.I80 14.IOO 14.20
m/z 55.10 92.51%

126140154 182 210

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

43 57 83

:

97 M —
13.60 13.80 14.00 14.|20 I
5000 e m/z 43.10 91.68%

29
126140154168182 210 238250066 295

Wﬁm’mﬁmmwmww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #160783: Heptafluorobutyric acid, n-pentadecy! ester e e an = et——
43 13.60 13.80 14.00 14.20

57 m/z 97.10 85.49%

:

5000

111

:

126140154169
S RRRRRR R O AEm=—a
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF085280.D

Acq On : 9 Mar 2016 2:47

Operator : UM/SJ

Sample : H1703-04

Misc :

ALS Vial : 25 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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.97 2.20 ng 99168 Perylene-d12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 81
2 Squalene 410 C30H50 007683-64-9 74
3 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 64
4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 64
5 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 64
Abundance Scan 1110 (14.974 min): BF085280.D (-1107) (-) m/z 69.10 100.00%
89
5000 ~M/\M_«_,\m/\MWMN&MM
41
95 137 254 LN PR SN B I
180 204224 277 14.60 14.80 15.00 15.20
- l',-'h. R A m/z 81.10 53.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 L SR B B UL
a1 mmmmmmmm
95 101 m/z 41.10 21.18%
| \“\\“ U‘H\ 175 203 231 273 299 341 367 _ 410
m/z--> §0 100 150 260 250 360 350 460
Abundance
69
14.60 14.80 15.00 15,20
5000 m/z 254.10 14.98%
41
95 137
117 | 163 191 217 245 273 299 341 367 410
m/z--> §0 160 1%0 200 250 300 350 460
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal
69 14.60 14.80 15.00 15.20
m/z 95.10 14.26%
5000{ 41
93 137
i h 13 | ae1 12 19 247 273 316
m/z--> §0 100 150 200 250 300 350 460 1460 1480 1500 1520 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085280.D

Acq On : 9 Mar 2016 2:47

Operator : UM/SJ

Sample : H1703-04

Misc :

ALS Vial : 25 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 Z-5-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.11 3.49 ng 157372 Perylene-di12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 76
2 1-Nonadecene 266 C19H38 018435-45-5 68
3 l17-Pentatriacontene 491 C35H70 006971-40-0 68
4 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 64
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 62
Abundance Scan 1209 (16.105 min): BF085280.D (-1207) (-) m/z 43.10 100.00%
43
60 97
231
5000

278

31|6 15.80 16.00 16.20 16.40
_— e m/z 57.10  98.71%
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #98172: Z-5-Nonadecene
55 83

\‘L |

|
139
M $ | 168 210238
T T T T T e [ T e T

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance

1

15.I8O 16.IOO 16!20 16.I4O
266 m/z 55.10 92.28%

5000

57 83

15.80 16.00 16.20 16.40

5000 11 m/z 97.10 82.58%
29

39 266
167 196 238

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #168066: 17-Pentatriacontene A BEmaE BT R
43 15.80 16.00 16.20 16.40
m/z 83.10 80.18%
5000 83
111
‘l 139167196224 267292 321 462 490
e A e T e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085280.D

Acq On : 9 Mar 2016 2:47

Operator : UM/SJ

Sample : H1703-04

Misc :

ALS Vial : 25 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 unknownl7.65 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.65 2.04 ng 92049 Perylene-d12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1H)Imidazole-4-acetonitrile 107 C5H5N3 018502-05-1 25
2 Benzoic acid, 2,5-dichloro-3,6-d... 264 C10H10C1204 062059-39-6 20
3 Methylpropargyl-_beta.-phenylpro... 202 C13H1402 028048-99-9 13
4 1-Pentyn-3-one, 4-methyl- 96 C6H80 013531-82-3 10
5 6-Aminotetrazolo(b)pyridazine 136 C4H4N6 019195-43-8 10
Abundance Scan 1344 (17.648 min): BF085280.D (-1340) (-) m/z 107.10 100.00%
43 107
91
69 133 173
5000 1152 199 220 25274290 329

17.40 17.60 17.80 18.00
m/z 43.10 82.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #5012: (1H)Imidazole-4-acetonitrile
107

5000 53 80 S
28 17.40 17.60 17.80 18.00

m/z 105.10 76 .38%

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

53 87

233 17.40 17.60 17.80 18.00
m/z 91.05 70.18%

5000 111 147
175 264

36 131 203

71

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

Abundance #57328: Methylpropargyl-.beta.-phenylpropionate R AR RERE R S
7 17.40 17.60 17.80 18.00

m/z 120.00 68 .00%

5000

165 184 202
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\
Data File : BF085280.D

Acq On : 9 Mar 2016 2:47

Operator : UM/SJ

Sample : H1703-04

Misc :

ALS Vial : 25 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 24_.1 ng 1156410 1 6.96 957621 20.0
unknown6.72 6.72 87.7 ng 4200950 1 6.96 957621 20.0
Heptadecane 10.42 2.5 ng 157730 3 10.00 1247180 20.0
n-Hexadecanoic acid 12.00 6.6 ng 486854 4 11.49 1479900 20.0
Octadecanoic acid 12.79 4.4 ng 322952 4 11.49 1479900 20.0
Cyclopentadecane 13.96 8.6 ng 619669 5 14.12 1434630 20.0
2,6,10,14,18,22-T... 14.97 2.2 ng 99168 6 15.58 902396 20.0
Z-5-Nonadecene 16.11 3.5 ng 157372 6 15.58 902396 20.0
unknownl7 .65 17.65 2.0 ng 92049 6 15.58 902396 20.0
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