LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF053017\

Data File : BF095549.D

Acq On : 30 May 2017 22:33 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 13302-07 NM12-COMP-0-6

ALS Vial : 20 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-BF050217 .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 5.089 533 536 554 rBV 59458 158419 7 .34% 0.958%
2 5.707 637 641 668 rBY 610932 1702773 78.86% 10.302%
3 7.295 907 911 926 rBV 557146 1487268 68.88% 8.998%
4 7.407 926 930 958 rvB 1131299 2159243 100.00% 13.064%
5 7.736 982 986 999 rBV 390279 482182 22.33% 2.917%
6 7.972 1021 1026 1051 rVB 1128220 1451998 67.25% 8.785%
7 8.648 1136 1141 1173 rBV 385048 985316 45.63% 5.961%
8 9.766 1327 1331 1351 rBVY 258992 600702 27.82% 3.634%
9 11.536 1627 1632 1655 rBV 840543 1605786 74.37% 9.715%
10 12.242 1747 1752 1767 rBV 81818 177254 8.21% 1.072%
11 12.601 1808 1813 1827 rBV2 334638 616809 28.57% 3.732%
12 13.424 1947 1953 1959 rBV2 24108 33221 1.54% 0.201%
13 13.901 2030 2034 2059 rBV 359391 771869 35.75% 4.670%
14 14.195 2080 2084 2094 rBV 23120 34676 1.61% 0.210%

15 15.006 2217 2222 2243 rVV 262817 516203 23.91% 3.123%

16 15.895 2369 2373 2379 rBV3 27103 43699 2.02% 0.264%
17 15.953 2379 2383 2396 rVB4 67741 131307 6.08% 0.794%
18 16.789 2521 2525 2534 rBV 92061 131155 6.07% 0.793%
19 17.042 2563 2568 2572 rBV5 19010 32546 1.51% 0.197%
20 17.089 2572 2576 2586 rVB 108677 155103 7.18% 0.938%

21 17.312 2610 2614 2626 rBV 972385 1190526 55.14% 7.203%

22 17.553 2651 2655 2661 rVB6 18775 32709 1.51% 0.198%
23 17.689 2674 2678 2686 rVB6 18414 32161 1.49% 0.195%
24 17.983 2725 2728 2731 rBV 55135 59873 2.77% 0.362%
25 18.553 2822 2825 2834 rVB4 35291 67741 3.14% 0.410%
26 18.677 2840 2846 2850 rBV 405344 613640 28.42% 3.713%
27 19.341 2955 2959 2962 rBV3 46356 52744 2.44% 0.319%
28 19.712 3018 3022 3025 rVB5 20359 25688 1.19% 0.155%
29 19.783 3030 3034 3040 rvv 45552 71524 3.31% 0.433%
30 19.865 3044 3048 3052 rBV6 26792 35634 1.65% 0.216%
31 19.953 3059 3063 3066 rBvV 62183 93734 4._.34% 0.567%
32 20.065 3079 3082 3085 rBvV 92024 89066 4.12% 0.539%
33 20.241 3110 3112 3117 rVB 37753 40491 1.88% 0.245%
34 20.306 3119 3123 3127 rBV 36156 47141 2.18% 0.285%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095549.D

Acq On : 30 May 2017 22:33

Operator : SJ/MA

Sample - 13302-07

Misc :

ALS Vial =: 20 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-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.353 3127 3131 3139 rBvV 250821 352423 16.32% 2.132%

36 20.583 3167 3170 3175 rVB4 47219 63189 2.93% 0.382%
37 20.788 3201 3205 3211 rBV 88389 120200 5.57% 0.727%
38 21.465 3316 3320 3326 rVBS8 32649 53464 2.48% 0.323%

39 21.724 3358 3364 3372 rVB3 113198 209213 9.69% 1.266%

Sum of corrected areas: 16528690
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095549.D

Acq On : 30 May 2017 22:33

Operator : SJ/MA

Sample - 13302-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF095549.D

1000000

800000

5.71
600000 7.3(}

400000 .74 8.65

200000
5.09

Time--> 2. OO 2. 50 3. OO 3. 50 4, OO 4, 50 5. OO 5. 50 6. OO 6. 50 7. OO 7. 50 8. OO 8. 50 9.00
Abundance TIC: BF095549.D

1000000

11.54
800000

600000

400000 12.60 13.90
9.77

200000
12 24 15 95 16.
13 42 1
Ok

Time-->  9.50 10.00 10.50 11.00 11.50 12. OO 12. 50 13. OO 13 50 14. OO 14 50 15. OO 15. 50 16. OO 16.50
Abundance TIC: BF095549.D

15.01

1000000 17.31

800000

600000

18.68

400000

200000

O e e e e S T ——— T

Time--> 17 00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095549.D

Acq On : 30 May 2017 22:33

Operator : SJ/MA

Sample - 13302-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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 5

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

5.09 6.57 ng 158419 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 38
3 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 25
4 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 536 (5.089 min): BF095549.D (-533) (-) m/z 43.00 100.00%

48
59
5000
101

4.80 500 520 540

83
0...,....,....,....-,'::..‘?.1.-:!i....,....,.-...,....-,....,....,....,.... m/z 59.10 61.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 |||||||||||||||||||||||

480 5.00 5.20 5.40
m/z 101.10 24.08%

31 ‘ 101
0.”“.”,””ﬂ”.q”.w”.w.”w.”.fi.fi.$.”“.”“.”,””
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance
43

4.80 5.00 5.20 5.40

5000 m/z 58.00 17.00%
101
15 58
0 28 51 69 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13680: 3-Heptanol, 4-methyl-
59 480 5.00 5.20 5.40

m/z 41.00 10.46%

5000
27 41
83 101
o laff 0 T 9, I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095549.D

Acq On : 30 May 2017 22:33

Operator : SJ/MA

Sample - 13302-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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 unknown7.41 Concentration Rank 1

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

7.41 89.56 ng 2159240 1,4-Dichlorobenzene-d4 7.74
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 931 (7.413 min): BF095549.D (-926) (-) m/z 132.00 100.00%
32
5000 68 ?
0 96 7.00 7.20 7.40 7.60 7.80
0 40 47 5 61||75 g7 | 104 Al mj : : : QA0
L R R R R AR AR AR AR AL LA LR RALRS ARSI BR z 68.10 35.84%
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
5000
7.00 7.20 7.40 7.60 7.80
3 78 m/z 134.00 32.92%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 720 7.40 7.60 7.80
5000 67 m/z 66.00 20.88%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 7.00 7.20 7.40 7.60 7.80
m/z 96.10 13.86%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 700 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095549.D

Acq On : 30 May 2017 22:33

Operator : SJ/MA

Sample - 13302-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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 unknownl15.95 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.95 5.09 ng 131307 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 47
2 Methyl 2,6-anhydro-_.alpha.-d-alt... 176 C7H1205 1000130-02-0 27
3 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 11
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 10
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 10
Abundance Scan 2382 (15.948 min): BF095549.D (-2379) (-) m/z 73.00 100.00%
43
5000
129 190
5
L‘M 9r 115 157 179 213 15.60 15.80 16.00 16.20
0! m/z 60.00 82 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50052: Undecanoic acid
60 73
41
5000 29
129 15.60 15.80 16.00 16.20
‘ 1m.u5 143 m/z 43.10 71.65%
Jae A0 m S A
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
5 5
I I I

15.60 15.80 16.00 16.20

5000 m/z 57.05 61.18%
42
87
o 104116127 144 158 176
R B i e o R EAREEE S s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #144569: Oxalic acid, dodecyl propyl ester
43 15.60 15.80 16.00 16.20
57 m/z 41.00 48.63%
5000 71
85
97 213
i R
0...,ﬂ..ul.m4 ....,.w.,...q....,”..,..”,.....
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095549.D

Acq On : 30 May 2017 22:33

Operator : SJ/MA

Sample - 13302-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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 2-Ethyl-1-dodecanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.55 2.21 ng 67741 Chrysene-d12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 86
2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 72
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 68
4 Tetratriacontyl trifluoroacetate 591 C36H69F302 1000351-75-3 58
5 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 58
Abundance Scan 2824 (18.547 min): BF095549.D (-2822) (-) m/z 57.10 100.00%
57
43 83
5000
111
125141157 187 234 o S T 1 I o o o o SIS,
18.20 18.40 18.60 18.80
0 m/z 43.10 78.06%

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72869: 2-Ethyl-1-dodecanol

43 57

5000 NN AUASUNAEEE
18.20 18.40 18.60 18.80
m/z 83.10 71.75%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
43 AR AN R
71 18.20 18.40 18.60 18.80
5000 97 m/z 55.05 60.44%

111
29 125
0 140154168182196210 238252266280 297

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

Abundance #95994: 1-Decanol, 2-hexyl- L B o
18.20 18.40 18.60 18.80

m/z 71.05 57.95%

5000

5
0 140154168182196 224
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095549.D

Acq On : 30 May 2017 22:33

Operator : SJ/MA

Sample - 13302-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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 Squalene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.78 4.06 ng 71524  perylene-di2 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 squatene 410 C30HS0 000111-02-4 64

2 Supraene 410 C30H50 007683-64-9 64
3 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 59
4 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 59

5 Docosa-2,6,10,14,18-pentaen-22-a. ..

384 C27H440

1000163-04-7 59

Abundance Scan 3034 (19.783 min): BF095549.D (-3030) (-) m/z 69.05 100.00%
69
5000
4 100 137 I
| 166187 217 241 273 302 19.40 19.60 19.80 20.00 20.20
(e -‘|I"-| Iy f'i'fi"-mww‘—ﬂ‘ﬁﬁﬁ—fﬂﬂﬁﬂ—mﬁ—r m/z 81.05 45 .86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
5000 41 [TrT T[T r[rrrr[rrrrypr1
19.40 19.60 19.80 20.00 20.20
m/z 41.00 21.13%
9% 137
o Cob o217ty a1 191 217 273 299 341 367 410
L e e o e e e L T A e e e o e e R
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R R R R
19.40 19.60 19.80 20.00 20.20
5000 m/z 109.00 13.04%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
I e o e e e T LA B B o e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #98277: 4,8,12-Tetradecatrienenitrile, 5,9,13-trimethyl- M RERaEEREE s s
69 19.40 19.60 19.80 20.00 20.20
m/z 137.05 12.83%
5000 41
J 93 136 245
PR Wk I o R —— e ——
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095549.D

Acq On : 30 May 2017 22:33

Operator : SJ/MA

Sample - 13302-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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 Pentadecanal- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.87 2.02 ng 35634 Perylene-d12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 53
2 Octadecanal 268 C18H360 000638-66-4 53
3 Heptadecanal 254 C17H340 1000376-70-0 53
4 1,19-Eicosadiene 278 C20H38 014811-95-1 49
5 2,5a-Methano-5aH-pyrido[1,2-b][1... 167 C10H17NO 054980-46-0 49
Abundance Scan 3049 (19.871 min): BF095549.D (-3044) (-) m/z 43.00 100.00%

7 82

5000

e

19. 60 19. 80 20. OO 20. 20
(o} m/z 57.00 92 .63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82954: Pentadecanal-
43 57 82
96

197 217231245

5000 LIS L L L L L L
29 19160 19.80 20.00 20.20
%23 m/z 82.00 89.47%
o 138152166 182 208 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
a3 *w
R & B o e RO
82 19.60 19.80 20.00 20.20
5000, 29 o m/z 83.10 74.07%
110494
15 138152166180194208222 250 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105849: Heptadecanal R e RRRES BEm s L
19.60 19.80 20.00 20.20

m/z 55.00 70.34%

5000

0
123137 152 166180194208

236 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095549.D

Acq On : 30 May 2017 22:33

Operator : SJ/MA

Sample - 13302-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.06 5.05 ng 89066 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Pentacosane 352 C25H52 000629-99-2 83
5 Triacontane 422 C30H62 000638-68-6 83
Abundance Scan 3081 (20.059 min): BF095549.D (-3079) (-) m/z 57.10 100.00%
57
4 252 S o) e
113
141 16117679; 211227 276 300 19.80 20.00 20.20 20.40
0 ,,|' ,.'.||:.- i 192 m/z 71.10 80.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57
5000 85 R SR BRI U DR
4 mmmmmmmm
m/z 43.10 60.46%
0 1 L LM m e 197 225 254
m/z--> ﬁo Jo eb éo 160 150 150 1éo 180 200 220 240 260 2éo 360
Abundance
57
19.80 20.00 20,20 20.40
5000 85 m/z 85.10 50.16%
0 29 113 941 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane T
57 19.80 20.00 20.20 20.40
m/z 252.10 26.62%
85
5000
113
. ‘ L 4t 109 197 225 asazes 296
m/z--> ﬁo Jo eb éo 160 150 150 1éo 180 200 220 240 260 2éo 360 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095549.D

Acq On : 30 May 2017 22:33

Operator : SJ/MA

Sample - 13302-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.24 2.30 ng 40491 Perylene-d12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Perylene 252 C20H12 000198-55-0 94
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 76
Abundance Scan 3112 (20.241 min): BF095549.D (-3110) (-) m/z 252.10 100.00%
242
5000
125
112
a4 77 138 174 192 5 222 283 20.00 20.20 20.40 20.60
ol 3 157 0 2 m/z 250.10  30.20%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104221: Benzo[e]pyrene
252
5000
20.00 20.20 20.40 20.60
126 m/z 125.00 22 .94%
113
oL 41 63 84 99 150 174 200 224238
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
20,00 20.20 20,40 20.60
5000 m/z 126.00 19.57%
126
oL27 50 74 913 450 174 198 2243
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104223: Benzo[j]fluoranthene
20.00 20.20 20.40 20.60
m/z 253.10 17 .60%
5000
ol 39 63 84 g9 113 150 174 200 224
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095549.D

Acq On : 30 May 2017 22:33

Operator : SJ/MA

Sample - 13302-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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 Oxirane, hexadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.58 3.59 ng 63189 Perylene-d12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 78
2 Octadecanal 268 C18H360 000638-66-4 62
3 Ecgonine methyl ester 199 C10H17NO3 106293-60-1 49
4 Pentadecanal- 226 C15H300 002765-11-9 49
5 E-11(13-Methyl)tetradecen-1-ol a... 268 C17H3202 1000130-80-4 46
Abundance Scan 3170 (20.583 min): BF095549.D (-3167) (-) m/z 57.10 100.00%

82

5000
199 123 199
3 164 219 243 2pp 287 326 355377 20.20 20.40 20.60 20.80 21.00
o AR P S MY N m/z 82.10 78.64%
miz--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
4 82
5000 [TrT T[T r[rrrr[rrrrypr1
20.20 20.40 20.60 20.80 21.00
109 m/z 43.10 62 .59%
138
A L5 e mrzome
miz--> 50 100 150 200 250 300 350
Abundance
43 82
L Ra s s o
20.20 20.40 20.60 20.80 21.00
5000 m/z 96.10 51.41%
109
. 137 166 104 222 250,59
A ol e e
miz--> 50 100 150 200 250 300 350
Abundance #60317: Ecgonine methy! ester M RERaEEREE s s
82 20.20 20.40 20.60 20.80 21.00
m/z 55.05 48 .53%
5000
42 199
168
112 140 ‘
N 0 O N —
mz--> 50 100 150 200 250 300 350 20.20 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095549.D

Acq On : 30 May 2017 22:33

Operator : SJ/MA

Sample - 13302-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.79 6.82 ng 120200 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 95
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 91
Abundance Scan 3205 (20.788 min): BF095549.D (-3201) (-) m/z 57.10 100.00%
57
85
5000
(255 197 23 20140 20150 20180 2100 21,70
0 M 0 W 0 0 I BNV Vo i .t i NN, m/z 71.10 72.03%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 AR SRR SRR
20 40 20. 60 20 80 21. oo 21. 20
29 13 m/z 43.05 59.87%
m/z--> 6 50 100 1%0 260 2éo 360 3%0 460
Abundance
57
20,40 20.60 20.80 21.00 21.20
5000 P m/z 85.10 55.50%
29 253
L2 113 141 169 197 995 | 281
mz-> 0 50 100 150 200 250 300 350 400 |
Abundance #219831: Triacontane L I B e
57 20.40 20.60 20.80 21.00 21.20
m/z 55.00 23.21%
o T \WNAJWWVﬁLuWAMﬁMAWWM“\M*\NV\W
113 141
0 29 T 169 197 225 253 281 309 337 365 393 422
m/z--> c') 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 4(')0 20 40 20. 60 20 80 21. oo 21. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095549.D

Acq On : 30 May 2017 22:33

Operator : SJ/MA

Sample - 13302-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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 11-Hexadecen-1-ol, acetate,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.46 3.03 ng 53464 Perylene-d12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Hexadecen-1-ol, acetate, (Z2)- 282 C18H3402 034010-21-4 53
2 E-8-Hexadecen-1-ol acetate 282 C18H3402 1000131-01-1 49
3 Oxacycloheptadec-8-en-2-one, (82) 252 C16H2802 000123-69-3 49
4 E-11-Hexadecen-1-ol 240 C16H320 1000130-89-8 49
5 7-Hexadecen-1-ol, acetate, (2)- 282 C18H3402 023192-42-9 46
Abundance Scan 3319 (21.459 min): BF095549.D (-3316) (-) m/z 96.00 100.00%
6
57
5000
134]_52174 222 249273290 TT T[T T T T [T T T T [ TT T T [TTT
21.20 21.40 21.60 21.80
0! m/z 82.10 97 .23%
m/z--> 50 100 150 200 250 300
Abundance #129367: 11-Hexadecen-1-ol, acetate, (2)-
55 8
5000 LI B IS BRI B
110 mmmmmmmm
m/z 57.05 77 .76%
29 “ 138 156 194 227
ol Al | ) |77 106 194 139 o
m/z--> 50 10 150 200 250 300
Abundance
43
21,20 21,40 21.60 21.80
5000 82 m/z 43.00 65.59%
110
. 61 138 166 194 222340 282
m/z--> o 'gol B 160" "150" "260" "250" "360" o
Abundance #104062: Oxacycloheptadec-8-en-2-one, (82) R RERRE B
41 21.20 21.40 21.60 21.80
m/z 81.05 53.69%
5000 109
252
Lzl st | s enos 2w
m/z--> % 100 1m 200 ﬁo 3& ' mmmmmmm%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095549.D

Acq On : 30 May 2017 22:33

Operator : SJ/MA

Sample - 13302-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.72 11.87 ng 209213 Perylene-d12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,5,6,7,8,8a-0oc... 204 Cl15H24 004630-07-3 70
2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 46
3 1,4-Methanoazulen-9-o0l, decahydr... 222 C15H260 000465-24-7 44
4 1H-Cycloprop[e]azulene, la,2,3,4... 204 C15H24 000489-40-7 38
5 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 35
Abundance Scan 3363 (21.718 min): BF095549.D (-3358) (-) m/z 204.20 100.00%
5000
21.40 21.60 21.80 22.00
o’ m/z 121.10 67.01%
m/z--> 50 100 150 200 250 300 350
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161 204
41
5000 ® 107 135 R —
21.40 21.60 21.80 22.00
‘ ‘ m/z 135.05 66 .65%
0‘ Tt I\‘I\“\I I‘ |h| l |" —— ]
m/z--> 50 100 150 200 250 300 350
Abundance
204
21.40 21,60 21.80 22.00
5000 m/z 57.05 66.44%
95 13 161
4 o
L L L L L WL WL
m/z--> 50 100 150 200 250 300 350
Abundance #79494: 1,4-Methanoazulen-9-ol, decahydro-1,5,5,8a-tetrame... A REEEEEaSS
41 5 204 21.40 21.60 21.80 22.00
119 m/z 71.10 59.15%
5000
161
6 3
0 ‘$\J“%§ Lll'z?? N A UL UL LA IR SRR
m/z--> 50 100 150 200 250 300 350 21.40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053017\
Data File : BF095549.D

Acq On : 30 May 2017 22:33

Operator : SJ/MA

Sample - 13302-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.09 6.6 ng 158419 1 7.74 482182 20.0
unknown7 .41 7.41 89.6 ng 2159240 1 7.74 482182 20.0
unknown15.95 15.95 5.1 ng 131307 4 15.01 516203 20.0
2-Ethyl-1-dodecanol 18.55 2.2 ng 67741 5 18.68 613640 20.0
Squalene 19.78 4.1 ng 71524 6 20.35 352423 20.0
Pentadecanal - 19.87 2.0 ng 35634 6 20.35 352423 20.0
Octadecane 20.06 5.0 ng 89066 6 20.35 352423 20.0
Benzo[e]pyrene 20.24 2.3 ng 40491 6 20.35 352423 20.0
Oxirane, hexadecyl- 20.58 3.6 ng 63189 6 20.35 352423 20.0
Heneicosane 20.79 6.8 ng 120200 6 20.35 352423 20.0
11-Hexadecen-1-ol... 21.46 3.0 ng 53464 6 20.35 352423 20.0
Naphthalene, 1,2,... 21.72 11.9 ng 209213 6 20.35 352423 20.0
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