LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 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-BF091117_.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 3.010 153 157 174 rBV2 17509 72660 2.25% 0.223%
2 4.828 462 466 479 rBV 233251 335130 10-39% 1.027%
3 5.257 535 539 560 rBV 3212295 3224155 100.00% 9.877%
4 6.298 711 716 732 rBV 3202688 3201617 99.30% 9.808%
5 6.416 732 736 739 rBV 3670241 3220825 99.90% 9.867%
6 6.639 771 774 782 rBV 949579 835692 25.92% 2.560%
7 6.798 797 801 804 rBV 2505122 2258496 70.05% 6.919%
8 7.210 866 871 884 rBV 1885276 2045972 63.46% 6.268%
9 7.927 988 993 999 rBV 1252682 1122553 34.82% 3.439%
10 9.004 1170 1176 1179 rBV 3089977 2838069 88.03% 8.694%
11 9.404 1239 1244 1247 rBV 463160 409951 12.71% 1.256%
12 9.492 1254 1259 1266 rVB2 31024 51099 1.58% 0.157%
13 9.680 1285 1291 1295 rBV 1344549 1257293 39.00% 3.852%
14 10.086 1354 1360 1362 rBV2 24333 37520 1.16% 0.115%
15 10.469 1420 1425 1436 rBV 2121556 2051182 63.62% 6.284%
16 10.586 1441 1445 1451 rVB 61303 61886 1.92% 0.190%
17 11.163 1538 1543 1546 rBV 1594183 1346364 41.76%  4.124%
18 11.698 1630 1634 1637 rBV 33860 36601 1.14% 0.112%
19 12.380 1744 1750 1755 rBV2 36656 62815 1.95% 0.192%

20 12.751 1808 1813 1816 rBV 3061094 3013567 93.47% 9.232%

21 13.304 1905 1907 1912 rVB3 34511 39133 1.21% 0.120%
22 13.645 1961 1965 1972 rBV 304241 363319 11.27% 1.113%
23 13.798 1987 1991 1995 rBV 1387076 1221864 37.90% 3.743%
24 13.962 2015 2019 2024 rBV6 27447 41435 1.29% 0.127%
25 14.274 2067 2072 2077 rBV2 108502 155653 4.83% 0.477%

26 14.545 2115 2118 2127 rBV2 144100 174054 5.40% 0.533%
27 14.627 2127 2132 2135 rVV 102389 110363 3.42% 0.338%

28 14.698 2140 2144 2147 rBV2 46255 47904 1.49% 0.147%
29 14.868 2169 2173 2176 rBV 376739 395434 12.26% 1.211%
30 14.898 2176 2178 2182 rVB4 46777 53525 1.66% 0.164%

31 15.198 2224 2229 2236 rBV 812356 978858 30.36% 2.999%
32 15.398 2258 2263 2266 rBV 84327 107801 3.34% 0.330%
33 15.603 2294 2298 2302 rBV 73820 98982 3.07% 0.303%
34 15.656 2302 2307 2312 rVV 49971 84497 2.62% 0.259%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 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-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.315 2413 2419 2426 rBV2 105057 192532 5.97% 0.590%
36 17.021 2533 2539 2551 rBV7 117137 319232 9.90% 0.978%
37 17.509 2618 2622 2629 rVB9 48055 90786 2.82% 0.278%
38 17.727 2653 2659 2666 rBVS 80843 203510 6.31% 0.623%
39 17.862 2677 2682 2691 rBV7 80459 199955 6.20% 0.613%
40 18.327 2753 2761 2770 rVB7 54171 184197 5.71% 0.564%

41 19.209 2904 2911 2920 rVB7 35145 96664 3.00% 0.296%

Sum of corrected areas: 32643145
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF098576.D
3500000 6142

5.26 6.30
3000000
2500000
2000000

1500000

500000

4.83

1000000 6.64

6.80

7.21

A Y

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance TIC: BF098576.D
3500000

9.00
3000000

2500000
10.47
2000000

11.16
1500000
' 03 9.68

1000000

500000 9.40
oL n949 1000 059 11.70 12

12.75

.38

A A
| LA L B N S N B B B N LA B SO Y B B B B R B R B B I L B N E N B

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00

Abundance TIC: BF098576.D
3500000

3000000
2500000
2000000
1500000113.80

1000000 15.20

500000 14.87
13.96 1427 11383014 90 15.4015%086 17.5117.13.86

18.33

19.21

I R T e e e e e e e e e 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:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

4.83 8.02 ng 335130 1,4-Dichlorobenzene-d4 6.64
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 23
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 466 (4.828 min): BF098576.D (-462) (-) m/z 43.00 100.00%
a3
59
5000
101 USRS SR UL S
51| 83 | 440 4.60 4.80 5.00 5.20
o} SN 1 7| .. — m/z 59.00 60.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS S U S
59 4.40 4.60 4.80 5.00 5.20
m/z 101.00 19.04%
15 31 101
1 N 51 \‘ 83 .
S ) R R SR AN ARAR RRARA RAREA RARAN AARAN LALA RALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 4.60 480 500 520
5000 M m/z 58.00 15.05%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— | BSLLE NLALLELE LE ILL  BLB
43 440 4.60 4.80 5.00 5.20
m/z 41.00 10.04%
5000
101
15
A N |
0'“l”'WHN”'“w“L'VJ'VH'b“'wgﬁw'“i““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown6.42 Concentration Rank 1

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

6.42 77.08 ng 3220830 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 737 (6.422 min): BF098576.D (-732) (-) m/z 132.00 100.00%
132
5000
68
5 AL B o
40 , 54 75 104 ‘ 6.00 6.20 6.40 6.60 6.80
Obrrrerrerrrrr e L e Skl oy 87 L us m/z 68.00 35.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UL VRS LSS SRS A
6.00 6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.44%
1 33 ‘
0 III""I""I""l‘l'l''I""I'''lI'"'I""I""I""I""I""I "" T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.0 640 6.60 6.80
5000 m/z 66.00 23.19%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e BREmE e )

132 6.00 6.20 6.40 6.60 6.80
m/z 96.00 13.55%

5000
104
51 66 77
14 27 37 44> 58 | ' 89 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 640 660 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.64 5.95 ng 363319 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
3 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 1964 (13.639 min): BF098576.D (-1961) (-) m/z 57.05 100.00%
5000
111
HRSA BRI B B SR
3 139 13.40 13.60 13.80 14.00
ol e e W/z 55.00  95.56%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55
97
5000 RN BN BN UL I
29 1340 13.60 13.80 14.00
195 m/z 43.10 90.64%
. 21 s
m/z--> 50 100 150 200 250 300 350
Abundance
57
97 HRIRA BRI DU B SR
13.40 13.60 13.80 14.00
5000 m/z 83.10 78.99%
- 125
0 79 154 182 224 252 9279297 328 348
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate
57 13.40 13.60 13.80 14.00
97 m/z 69.00 66 .95%
5000
29 125
0 \‘ ol 7 \ JL \\ i 154 182 210 238 265283 334
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 1-Decanol, 2-octyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.27 2.55 ng 155653 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 91
2 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
3 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 74
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 74
Abundance Scan 2071 (14.268 min): BF098576.D (-2067) (-) m/z 57.05 100.00%
57
43
71
5000
113 141155 207 14,00 14.20 14.40 14.60
ol 169183 m/z 43.00 70.67%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119525: 1-Decanoal, 2-octyl-
57
43 | 4
5000 R PR SUNIL B B
14.00 14.20 14.40 14.60
29 111 m/z 71.10 62.28%
o 125140154168187106 224238252
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
43 R AN SUNIL B B
71 14.00 14.20 14.40 14.60
5000 85 m/z 85.05 42 .63%
111
29 12

5
0 140154168182196 224238252 269

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanoal, 2-octyl- L B
14.00 14.20 14.40 14.60
m/z 55.00 36.92%

5000

111
29

5
o 140154168182196210 238252266280 297
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

I T T
14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 9-Octadecenamide, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.54 3.56 ng 174054 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 86
2 Hexadecanamide 255 C16H33NO 000629-54-9 72
3 Tetradecanamide 227 C14H29NO 000638-58-4 72
4 Cyclohexanecarboxamide 127 C7H13NO 001122-56-1 27
5 3,4-Dihydroxy-.alpha.-(isopropyl... 211 C11H17NO3 007683-59-2 15
Abundance Scan 2117 (14.539 min): BF098576.D (-2115) (-) m/z 58.95 100.00%
50
5000
43
83 97 114108 14.20 14.40 14.60 14.80
147 170 : : : :
ol A m/z 72.00 61.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128443: 9-Octadecenamide, (2)-
59
5000 AN RN AN RS
14.20 14.40 14.60 14.80
m/z 55.00 45 _55%
o L e s 2o o
m/z--> ﬁo Jo 60 80 100 150 140 160 180 200 220 240 2éo 280
Abundance
59
14.20 14.40 14.60 14.80
5000 m/z 43.00 30.05%
43

o 29 86 100114128142156170184198212226240 255
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83610: Tetradecanamide B e e T

59 14.20 14.40 14.60 14.80
m/z 41.00 27 .83%
5000
43 227

G I e 2l .- N [ oot

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1420 1440 1460 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.63 2.25 ng 110363 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 78
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 74
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
Abundance Scan 2133 (14.633 min): BF098576.D (-2127) (-) m/z 69.05 100.00%
69
5000
41
95 137 R DU B BN B
14.40 14.60 14.80 15.00
177
bbby 277208 283 341 0 8T 05 59.74%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
41

5000 i o
14. 40 14 60 14. 80 15. OO

m/z 41.00 29.25%

0 L “M ““d“16l 191 217 273 299 341367 410
T e i e e e RS
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
L B B O .
14.40 14.60 14.80 15.00
5000 m/z 95.00 15.33%
41
95 137
0 116 163 191 217 245 273 299 341 367 410
e e T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-0l, 3,7,11,16-tetram... e RARREEE RS
69 14.40 14.60 14.80 15.00
m/z 137.10 12.68%
5000
41
93
135
EETN TN OY oI S
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Hexacosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14 .87 8.08 ng 395434 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonadecane 268 C19H40 000629-92-5 91
Abundance Scan 2173 (14.868 min): BF098576.D (-2169) (-) m/z 57.00 100.00%

5000 85

:

113 14.60 14.80 15.00 15.20
141 169 197
o...l,.-..‘ll L 20 225 253 281 m/z 43.05 56.56%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

%

5000 85 LA L L L L L L
14.60 14.80 15.00 15.20
m/z 71.05 56.45%
29 113
0 \ LT 141 169 197 205 253 295 323 367
L B e o e o T L e o e o e e B
m/z--> 50 100 150 200 250 300 350
Abundance
57
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
14.60 14.80 15.00 15.20
5000 o m/z 85.05 43.93%
29 113
o 141 169 197 225 253 281 309 338
B e e LA e e e B O B
m/z--> 50 100 150 200 250 300 350 \
Abundance #209566: Octacosane B B B B L B B N
57 14.60 14.80 15.00 15.20

m/z 55.00 23.15%

N ] MﬂmAAww~AwW,J
29
] | (M3 141 169 197 225 253 281 309 337 365 394

oL b S e A A R R M

]

T
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:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Oxirane, hexadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

15.40 2.20 ng 107801 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 1,19-Eicosadiene 278 C20H38 014811-95-1 58
3 Pentadecanal- 226 C15H300 002765-11-9 50
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 49
5 17-Pentatriacontene 491 C35H70 006971-40-0 46

Abundance Scan 2263 (15.398 min): BF098576.D (-2258) (-) m/z 57.00 100.00%

5000

291 15.00 15.20 15.40 15.60 15.80
m/z 43.10 96.28%

125 141155 177 193

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-

5000 | NI LI L L LB LB L
110 15.00 15.20 15.40 15.60 15.80
124 m/z 81.95 64 .75%
29 138
o 152166180194 211 236250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
82 o o AL
a1 96 15.00 15.20 15.40 15.60 15.80
5000 m/z 55.00 57 .34%
110124
27 138152166180194208222236250 278

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82955: Pentadecanal- A B o
15.00 15.20 15.40 15.60 15.80
m/z 71.10  49.85%

5000

110
12438152

I I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2-methyloctacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.60 2.02 ng 98982 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 Octadecane 254 C18H38 000593-45-3 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2297 (15.598 min): BF098576.D (-2294) (-) m/z 57.00 100.00%
57
5000 8
13155 101 - 15120 15,40 1560 15,30 16,00
o S TP s S m/z 71.00 70.22%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LR DR BASUIR SN B
15.20 15.40 15.60 15.80 16.00
113 m/z 43.00 61.78%
L2 || MR 41 169 107 225 67 2o 365 303
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.20 15.40 1560 15.80 16.00
5000 85 m/z 85.00 51.90%
113
L2 141 169189211 239 267 205 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- e m s L
57 15.20 15.40 15.60 15.80 16.00
m/z 55.00 26.58%
5000 85
oL 3 J L MR 041 169 197 %9 267 204 323 32
m/z--> 50 100 150 200 250 300 350 ' 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Octadecanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.32 3.93 ng 192532 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 81
2 Tetradecanal 212 C14H280 000124-25-4 78
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 74
4 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 52
5 1,15-Pentadecanediol 244 C15H3202 014722-40-8 52

Abundance Scan 2420 (16.321 min): BF098576.D (-2413) (-) m/z 57.05 100.00%

7

43
82

5000 9%

13815, 173 102207222 16.00 16.20 16.40 16.60

0 m/z 43.10 72.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal
43 57 82
96
5000 LA L L L L L L L BB
29 16.00 16.20 16.40 16.60
109 4 m/z 81.95  64.32%
. 137 152166180194208222 250 Hgg
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
82 R R AR s RS SR
16.00 16.20 16.40 16.60
5000{ 29 96 m/z 55.00 52.78%

110
124133152 168 194 912

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl- R EE mE

4 82 16.00 16.20 16.40 16.60

96 m/z 96.10 50.45%
7
5000{ 29
109 12 4138
o 152166180194208222236250 268
A IIIIIIIIIIIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknownl7.02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.02 6.52 ng 319232 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,6-Dimethylhepta-1,3,5-triene 122 C9H14 1000196-61-0 25
2 2-(4-(But-2-yl)phenyl)propanoic ... 206 C13H1802 064451-76-9 25
3 Benzeneacetamide, .alpha.-ethyl- 163 C10H13NO 000090-26-6 18
4 (-)-Neoclovene-(1), dihydro- 206 C15H26 1000152-82-1 18
5 1,1,3a-Trimethyl-1a,3a,5,6-tetra... 176 C12H160 091531-54-3 15
Abundance Scan 2539 (17.021 min): BF098576.D (-2533) (-) m/z 43.00 100.00%
48169 497
5000
' 16.80 17.00 17.20 17.40
o m/z 55.00 99.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #10044: 1,6-Dimethylhepta-1,3,5-triene
107
5000 R U SRR SURRUR I
79 16.80 17.00 17.20 17.40
41 m/z 69.00 90.06%
0..M.‘l“im‘.“‘h.“l‘.hl‘..‘..l....|.... —
m/z--> 50 100 150 200 250 300 350 400
Abundance
91 161
119 " 16.80 17.00 17.20 17.40
so00l M m/z 106.95 82.20%
18 206
65
L L WL UL B B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #32857: Benzeneacetamide, .alpha.-ethyl- N B B !
91 16.80 17.00 17.20 17.40
m/z 81.00 77.57%
5000
19 .
41
|1'|8J‘l‘|‘||l|6§“|‘|"|“!|\|‘||‘|||||||| — e ERAaS EE e S
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknownl7.73 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.73 4.16 ng 203510 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-3,5a-Epoxynaphth[2,1-c]oxepin... 278 C18H3002 001153-34-0 43
2 Cyclopropa[d]naphthalen-2(4aH)-o0... 204 C14H200 004677-90-1 35
3 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 35
4 Guaia-9,11-diene 204 C15H24 1000374-19-8 25
5 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24 1000159-38-6 25
Abundance Scan 2660 (17.733 min): BF098576.D (-2653) (-) m/z 95.00 100.00%
9 135
69 189
5000 43 116
161 204
219934 257 - 315 17.40 17.60 17.80 18.00
0 m/z 135.00 85.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #126133: 5H-3,5a-Epoxynaphth[2,1-c]oxepin, dodecahydro-3,8...
4 190

5000 LA L L L L B LB LB |
17.40 17.60 17.80 18.00
m/z 107.10 83.87%
il
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
91 R EEmE e
o 17.40 17.60 17.80 18.00
5000 107 m/z 93.00 79.50%
69
135
161 1g9,,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64554: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime... e EREmEmEE T
189 17.40 17.60 17.80 18.00
a1 93 204 m/z 69.00 76.11%
133
5000 9 161
67
o 2
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknownl7.86 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.86 4.09 ng 199955 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bi-1-cyclohexen-1-yl, 3,3,3",3",... 274 C20H34 076993-52-7 35
2 Androstan-6-one, (5.alpha.)- 274 C19H300 003676-06-0 30
3 1-(4-Undecylphenyl)ethanone 274 C19H300 1000185-92-4 25
4 2-(3,7-Dimethyl-octa-2,6-dienyl)... 274 C18H2602 107697-34-7 25
5 cis-p-Mentha-2,8-dien-1-o0l 152 C10H160 003886-78-0 22
Abundance Scan 2682 (17.862 min): BF098576.D (-2677) (-) m/z 95.00 100.00%
81 95 259
109
55 134 274
5000 205
a1 150
173 190 L DR DML UL S
9 245 17.60 17.80 18.00 18.20
o} m/z 259.20 95 .38%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122981: Bi-1-cyclohexen-1-yl, 3,3,3',3',5,5,5',5'-octamethyl
259
41 }
5000 137 L S B BULILN I
55 69 123 274 17.60 17.80 18.00 18.20
83 ‘ 203 m/z 81.00 88.18%
2 163 189 231
0 I .‘.T. AL \‘ \“ m‘ ‘ “ m HH H\HH \HH \I\\ o = .‘. ; \‘l ”2-}7| .‘. szl'lsl A .‘. e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
259
214 L DR DR UL S
5 g1 17.60 17.80 18.00 18.20
5000, 41 95 135 219 m/z 69.00 75.28%

121

191
149
163177 | 205 241

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122922: 1-(4-Undecylphenyl)ethanone A EAREE ma S
259 17.60 17.80 18.00 18.20
m/z 109.05 72.58%
5000 43 274
57 91
2 ; 105,134
119
ol JHN mﬂ%mml%mmm‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknownl18.33 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.33 3.76 ng 184197 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 41
2 2,3-Diethoxyquinoxaline 218 C12H14N202 057050-66-5 38
3 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 38
4 Benzoxazole, 2-(hexylamino)- 218 C13H18N20 028291-86-3 27
5 Pyrrolo[2,3-b]indole, 1,2,3,3a,8... 218 C13H18N20 046479-70-3 25
Abundance Scan 2762 (18.333 min): BF098576.D (-2753) (-) m/z 218.20 100.00%
43 95 218
135
109 189
69 203
5000 161
283
|‘ h 1 18.00 18.20 18.40 18.60
Ol prrrr e ML m/z 43.00 99.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
95
123
5000 RN BUNRA B
18.00 18.20 18.40 18.60
m/z 95.00 92.70%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

218
R RERREEEE RS RSy
203 18.00 18.20 18.40 18.60
5000 134 14 m/z 135.10 68.19%
29 g0 106

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

Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... e EREmEmEE T
5 18.00 18.20 18.40 18.60

m/z 107.10 66.10%

5000

I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098576.D

Acq On : 15 Sep 2017 18:39

Operator : SJ/JU

Sample - 15229-06

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.83 8.0 ng 335130 1 6.64 835692 20.0
unknown6 .42 6.42 77.1 ng 3220830 1 6.64 835692 20.0
1-Docosene 13.64 6.0 ng 363319 5 13.80 1221860 20.0
1-Decanol, 2-octyl- 14.27 2.5 ng 155653 5 13.80 1221860 20.0
9-Octadecenamide, ... 14.54 3.6 ng 174054 6 15.20 978858 20.0
Squalene 14.63 2.3 ng 110363 6 15.20 978858 20.0
Hexacosane 14.87 8.1 ng 395434 6 15.20 978858 20.0
Oxirane, hexadecyl- 15.40 2.2 ng 107801 6 15.20 978858 20.0
2-methyloctacosane 15.60 2.0 ng 08982 6 15.20 978858 20.0
Octadecanal 16.32 3.9 ng 192532 6 15.20 978858 20.0
unknownl17.02 17.02 6.5 ng 319232 6 15.20 978858 20.0
unknownl7.73 17.73 4.2 ng 203510 6 15.20 978858 20.0
unknownl7 .86 17.86 4.1 ng 199955 6 15.20 978858 20.0
unknown18.33 18.33 3.8 ng 184197 6 15.20 978858 20.0
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