LSC Area Percent Report

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

Data File : BF095548.D

Acq On : 30 May 2017 22:01 Instrument :
Operator : SJ/MA BNA_F

Sample - 13302-06 ClientSampleld :
Misc : NM17-COMP-6-18
ALS Vial : 19 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 5.089 533 536 563 rBV 62071 170676 7.65% 0.886%
2 5.707 637 641 678 rBY 669580 1904662 85.36% 9.888%
3 7.289 906 910 926 rBV 642933 1628761 73.00% 8.456%
4 7.407 926 930 950 rVB 1236414 2231252 100.00% 11.584%
5 7.736 982 986 997 rBV 403701 510895 22.90% 2.652%
6 7.972 1021 1026 1049 rBV 1243002 1594093 71.44% 8.276%
7 8.642 1136 1140 1163 rBVY 417618 1028142 46.08% 5.338%
8 9.766 1326 1331 1354 rBV 285204 642745 28.81% 3.337%
9 11.530 1626 1631 1656 rBV 1060688 1992736 89.31% 10.346%
10 12.242 1747 1752 1767 rBV 94436 199990 8.96% 1.038%
11 12.601 1808 1813 1831 rBV2 360726 663650 29.74% 3.445%
12 13.418 1948 1952 1959 rBV 28861 37839 1.70% 0.196%
13 13.901 2030 2034 2056 rBV 404044 817086 36.62% 4.242%
14 14.195 2079 2084 2094 rBV 28871 43188 1.94% 0.224%

15 15.001 2216 2221 2225 rVV 287664 426536 19.12% 2.214%

16 15.042 2225 2228 2241 rVV 111601 214103 9.60% 1.112%

17 15.142 2241 2245 2253 rVB3 18349 34871 1.56% 0.181%
18 15.842 2359 2364 2370 rVV3 20933 38021 1.70% 0.197%
19 15.895 2370 2373 2378 rVVv4 30961 53315 2.39% 0.277%

20 15.953 2378 2383 2397 rVB5 105486 206646 9.26% 1.073%

21 16.783 2520 2524 2532 rBV 230089 307760 13.79% 1.598%
22 16.853 2532 2536 2542 rVB 31844 40795 1.83% 0.212%
23 17.042 2565 2568 2571 rBv4 21825 26558 1.19% 0.138%
24 17.083 2571 2575 2585 rVB 245217 339422 15.21% 1.762%
25 17.312 2610 2614 2625 rVV 1172042 1433377 64.24% 7.442%

26 17.400 2625 2629 2636 rVB4 15866 31565 1.41% 0.164%
27 17.553 2651 2655 2660 rVB2 24897 36911 1.65% 0.192%
28 17.636 2665 2669 2673 rBV 20821 27997 1.25% 0.145%
29 17.689 2673 2678 2682 rBv4 31758 53680 2.41% 0.279%
30 18.012 2729 2733 2736 rBV 32945 36576 1.64% 0.190%
31 18.212 2760 2767 2769 rBV7 15257 27137 1.22% 0.141%
32 18.330 2784 2787 2790 rBv4 33510 40718 1.82% 0.211%
33 18.383 2793 2796 2799 rVVv2 28686 36922 1.65% 0.192%
34 18.418 2799 2802 2805 rVvVv 20974 32021 1.44% 0.166%
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LSC Area Percent Report

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

Data File : BF095548.D

Acq On : 30 May 2017 22:01 Instrument :
Operator : SJ/MA BNA_F

Sample - 13302-06 ClientSampleld :
Misc : NM17-COMP-6-18
ALS Vial : 19 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
35 18.453 2806 2808 2812 rVB5 26885 31530 1.41% 0.164%
36 18.553 2821 2825 2832 rVB5 41331 71603 3.21% 0.372%

37 18.671 2840 2845 2849 rBV2 483546 732084 32.81% 3.801%
38 18.706 2849 2851 2863 rVV3 136317 221235 9.92% 1.149%

39 18.806 2864 2868 2874 rVB2 25677 43270 1.94% 0.225%
40 18.900 2880 2884 2887 rBV6 49254 66005 2.96% 0.343%
41 18.959 2892 2894 2899 rVB5 20840 24339 1.09% 0.126%
42 19.077 2910 2914 2918 rBV6 34129 59407 2.66% 0.308%
43 19.218 2936 2938 2943 rVB4 18895 26082 1.17% 0.135%
44 19.341 2955 2959 2961 rBV5 27435 40078 1.80% 0.208%
45 19.783 3031 3034 3041 rBV3 46802 73147 3.28% 0.380%
46 19.947 3058 3062 3065 rBVY 114578 170965 7.66% 0.888%
47 20.065 3079 3082 3085 rBV3 60120 78869 3.53% 0.409%
48 20.235 3109 3111 3117 rVB 62472 79198 3.55% 0.411%

49 20.300 3119 3122 3127 rVV 93475 103059 4.62% 0.535%
50 20.353 3127 3131 3140 rBV 285672 436004 19.54% 2.264%
51 20.794 3202 3206 3210 rBV2 74856 94332 4.23% 0.490%

Sum of corrected areas: 19261853
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LSC Report - Integrated Chromatogram

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

Data File : BF095548.D

Acq On : 30 May 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 13302-06 NM17-COMP-6-18
ALS Vial : 19 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

Abundance TIC: BF095548.D
1200000 7141 797
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Abundance TIC: BF095548.D
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Abundance TIC: BF095548.D
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Library Search Compound Report

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

Data File : BF095548.D

Acq On : 30 May 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 13302-06 NM17-COMP-6-18
ALS Vial : 19 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

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.

5.09 6.68 ng 170676 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 35
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 _alpha.-Hydroxyisobutyric acid, ... 146 C6H1004 1000374-31-3 9

Abundance Scan 536 (5.089 min): BF095548.D (-533) (-) m/z 43.00 100.00%

43
59
5000
101

4.80 500 520 540

83 |
o...,....,....,....I,'::..‘?l..'!!,....,....,.-...,...:,....,. m/z 59.00 66.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LA L L L L L L L
4.80 5.00 5.20 5.40
m/z 101.00 21.92%
25 31 37 83 g3 01
r--r e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R N RARE S LS m
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.36%
101
o 15 5 31 37 51 98 g9 86
I s o o e o e L I o e o e B E e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one
43 4.80 5.00 5.20 5.40

m/z 41.10 10.26%

5000
w2 55
o \ |, 37, 49 | 65 71 77 83 98

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

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

Data File : BF095548.D

Acq On : 30 May 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 13302-06 NM17-COMP-6-18
ALS Vial : 19 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

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 87.35 ng 2231250 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 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 931 (7.413 min): BF095548.D (-926) (-) m/z 132.00 100.00%
132
5000 /k
68
96 AU S I L
40 5y 7 a7 | 105 7.00 7.20 7.40 7.60 7.80
0 B E e m/z 68.05 35.36%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.00 7.20 7.40 7.60 7.80
31 51 78 m/z 133.95 31.97%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 66.00 20.98%
41 97
53
29 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 7.00 7.20 7.40 7.60 7.80
24 m/z 96.10 13.76%
5000 og M°
o b L 89 o7 || ) ass 89 I | G
m/z--> 40 60 80 100 120 140 160 180 7.00 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 : BF095548.D

Acq On : 30 May 2017 22:01

Operator : SJ/MA

Sample - 13302-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Tetradecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.19 2.03 ng 43188 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 78
2 Pentadecane 212 C15H32 000629-62-9 78
3 Hexadecane 226 C16H34 000544-76-3 78
4 1-lodo-2-methylundecane 296 C12H251 073105-67-6 72
5 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 59

Abundance Scan 2083 (14.189 min): BF095548.D (-2079) (-) m/z 57.00 100.00%
57
43 71
5000 85
99 13.80 14.00 14.20 14.40 14.60
0 A e e e .| M/z 71.10 0 68.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85
13.80 14.00 14.20 14.40 14.60
29 m/z 43.00 66.12%
OEJW\HM?MMmmm 198
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
43 5 .
13.80 14.00 14.20 14.40 14.60
5000 1 g m/z 85.10 51.05%
29 99
0 113 127 141 155 168 182 212
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
3 57 13.80 14.00 14.20 14.40 14.60
- m/z 41.05 37.73%
5000 a5
29
o Do % s a2y 141 155 169 183 226
m/z--> 20 4'0 60 80 100 12'0 140 160 180 200 220 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

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

Data File : BF095548.D

Acq On : 30 May 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 13302-06 NM17-COMP-6-18
ALS Vial : 19 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

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 13-Octadecenal, (2)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.89 2.50 ng 53315 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenal, (2)- 266 C18H340 058594-45-9 58
2 Oxacyclotetradecane-2,11-dione, ... 240 C14H2403 074685-36-2 53
3 Pentafluoropropionic acid, undec... 318 C14H23F502 959014-11-0 47
4 1-Tetradecanol 214 C14H300 000112-72-1 46
5 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 46

Abundance Scan 2372 (15.889 min): BF095548.D (-2370) (-) m/z 55.00 100.00%

5000

123138 165 193 15.60 15.80 16.00 16.20

m/z 41.00 55.05%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115868: 13-Octadecenal, (2)-

5000
15.60 15.80 16.00 16.20

m/z 69.05 38.21%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
15.60 15.80 16.00 16.20
m/z 83.05 31.65%
5000 29 83
98

o 124 157 1804197 222240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159234: Pentafluoropropionic acid, undecy! ester

15.60 15.80 16.00 16.20
m/z 56.00 31.41%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF095548.D

Acq On : 30 May 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 13302-06 NM17-COMP-6-18
ALS Vial : 19 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

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 3
R.T. EstConc Area Relative to ISTD R.T.
15.95 9.69 ng 206646 Phenanthrene-d10 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
51,2,3,4,5-Cyclopentanepentol 150 C5H1005 056772-25-9 43
Abundance Scan 2382 (15.948 min): BF095548.D (-2378) (-) m/z 73.00 100.00%
43 60 7B
5000
a5 129 190
98
1 149 171 213 256 15.60 15.80 16.00 16.20
0 R Ea R AR m/z 60.00 93.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

15.60 15.80 16.00 16.20
m/z 43.00 90.22%

213
143157171185 199

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R EEEE RS R R
15.60 15.80 16.00 16.20
5000 - 129 m/z 57.10 68.98%
87 15 oh 214
101 143157 | 185
O T T T e T e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 15.60 15.80 16.00 16.20
43 m/z 41.05 65.79%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
ol \ 0 el 1 T N
m/z--> 80 100 120 140 160 180 200 220 240 260 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 : BF095548.D

Acq On : 30 May 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 13302-06 NM17-COMP-6-18
ALS Vial : 19 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

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 8
R.T. EstConc Area Relative to ISTD R.T.
19.78 3.36 ng 73147 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 53
2 Supraene 410 C30H50 007683-64-9 53
3 3-Heptafluoro-n-propoxy-3-buteno... 298 C9H9F703 1000222-28-7 50
4 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 49
5 1,5-Heptadiene, 3,6-dimethyl- 124 C9H16 034891-10-6 47
Abundance Scan 3034 (19.783 min): BF095548.D (-3031) (-) m/z 69.10 100.00%
69
5000
41 o5 137 LA BN SN BN SN
l T 173 211937 256278 303 19.40 19.60 19.80 20.00 20.20
oLt pua g m/z 81.10 53.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 LRI BRI SRR SO BN
a1 19.40 19.60 19.80 20.00 20.20
95 s m/z 41.00 18.13%
oLt .““,W.”. ot L 281 2is2e9 sML e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
19.40 19.60 19.80 20.00 20.20
5000 m/z 137.10 14 .90%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
R R N A P e
m/z--> 50 100 150 200 250 300 350 400
Abundance #143323: 3-Heptafluoro-n-propoxy-3-butenoic acid, ethyl ester I e e
29 253 19.40 19.60 19.80 20.00 20.20
69 m/z 95.05 12.14%
5000
298
Ll 8B 1’ 226 || o |
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 : BF095548.D

Acq On : 30 May 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 13302-06 NM17-COMP-6-18
ALS Vial : 19 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

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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

20.06 3.62 ng 78869 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Hexadecane 226 C16H34 000544-76-3 83
3 Benzo[a]pyrene 252 C20H12 000050-32-8 47
4 Octadecane 254 C18H38 000593-45-3 45
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 43

Abundance Scan 3081 (20.059 min): BF095548.D (-3079) (-) m/z 252.10 100.00%

252

57

5000
125
146 167182 200 224 19.80 20.00 20.20 20.40
0 m/z 57.05 74 _.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane
57
71
5000 LI L L L L LB L L LB BB
4 19. 80 20 00 20. 20 20 40
99 m/z 71.10 62.21%
0 24 |4 J 127141 169 197211 240
T P e e P e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
71 L I o
19.80 20.00 20.20 20.40
5000 m/z 43.05 43.98%
99
29 127141 169 197 226

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

Abundance #104222: Benzo[a]pyrene R RERRE B
19.80 20.00 20.20 20.40

m/z 85.05 40.85%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF095548.D

Acq On : 30 May 2017 22:01

Operator : SJ/MA

ﬁ?ggle i 13302-06 NM17-COMP-6-18
ALS Vial : 19 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

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 5
R.T. EstConc Area Relative to ISTD R.T.
20.79 4.33 ng 94332 Perylene-di12 20.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Nonadecane 268 C19H40 000629-92-5 93
3 Octacosane 394 C28H58 000630-02-4 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3205 (20.788 min): BF095548.D (-3202) (-) m/z 57.05 100.00%
57
5000 ‘M‘j\w
199174197 231 265 295314 20.40 20.60 20.80 21.00 21.20
ol m/z 71.10 85.44Y%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 AR SRR SRR
a5 20 40 20. 60 20 80 21. oo 21. 20
29 m/z 43.05 55.52%
o 1| J 113 141 169 197 226
m/z--> 55 160 150 200 2éo 360 3éo '
Abundance
57
20,40 20.60 20.80 21.00 21.20
5000 85 m/z 85.05 50.92%
29
o 113 141 169 197 225 268
m/z--> 55 160 150 260 250 360 3éo '
Abundance #209565: Octacosane A B o
57 20.40 20.60 20.80 21.00 21.20
m/z 41.05 18.04%
5000 85
29 113 141
0 || “‘ ﬂ 169 197 225 253 281 309 337 365 394
m/z--> % 1m 1% 2& 250 3& 3% ' mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF095548.D

Acq On : 30 May 2017 22:01

Operator : SJ/MA

3?22'6 i 13302-06 NM17-COMP-6-18
ALS Vial : 19 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 6.7 ng 170676 1 7.74 510895 20.0
unknown7 .41 7.41 87.3 ng 2231250 1 7.74 510895 20.0
Tetradecane 14.19 2.0 ng 43188 4 15.00 426536 20.0
13-Octadecenal, (Z2)- 15.89 2.5 ng 53315 4 15.00 426536 20.0
n-Hexadecanoic acid 15.95 9.7 ng 206646 4 15.00 426536 20.0
Squalene 19.78 3.4 ng 73147 6 20.35 436004 20.0
Heptadecane 20.06 3.6 ng 78869 6 20.35 436004 20.0
Hexadecane 20.79 4.3 ng 94332 6 20.35 436004 20.0
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