LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094887.D

Acq On > 4 May 2017 22:15

Operator : SJ/MA

Sample : 12916-03

Misc :

ALS Vial : 15 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 5.019 520 524 542 rBV 243411 470782 20.90% 2.272%
2 5.666 629 634 654 rBV 1334219 1971098 87.50% 9.513%
3 6.242 727 732 739 rvVB2 16545 26243 1.16% 0.127%
4 7.260 900 905 921 rBV 1465503 2072773 92.01% 10.003%
5 7.384 921 926 936 rVB 1678838 2252787 100.00% 10.872%
6 7.719 979 983 993 rVB 396917 449272 19.94% 2.168%
7 7.960 1018 1024 1031 rBV 1308847 1778138 78.93% 8.581%
8 8.436 1101 1105 1111 rVB 21931 23973 1.06% 0.116%
9 8.619 1130 1136 1155 rBV 1057835 1344594 59.69% 6.489%
10 9.742 1322 1327 1344 rBV 472691 614628 27.28% 2.966%

11 11.513 1623 1628 1643 rBV 1704844 2037499 90.44% 9.833%
12 12.207 1741 1746 1753 rBV 141219 178005 7.90% 0.859%
13 12.571 1803 1808 1819 rBV2 519078 717829 31.86% 3.464%
14 13.865 2022 2028 2041 rBV 998906 1390038 61.70% 6.708%
15 14.189 2079 2083 2085 rBV 26735 32900 1.46% 0.159%

16 14.918 2203 2207 2211 rVB2 22437 25665 1.14% 0.124%
17 14.965 2211 2215 2227 rVB2 592860 792220 35.17% 3.823%
18 15.183 2248 2252 2263 rBV4 55256 108728 4._.83% 0.525%
19 15.659 2323 2333 2345 rBv4 74525 192662 8.55% 0.930%
20 15.812 2354 2359 2367 rVB3 29658 42039 1.87% 0.203%

21 15.936 2375 2380 2392 rBV2 138324 179112 7.95% 0.864%
22 17.024 2561 2565 2568 rBV4 23899 28994 1.29% 0.140%
23 17.295 2605 2611 2620 rBV 1531183 1786798 79.31% 8.623%
24 18.542 2818 2823 2834 rBV 143802 296717 13.17% 1.432%
25 18.636 2834 2839 2847 rVV 577102 729985 32.40% 3.523%

26 18.700 2847 2850 2855 rVB2 22412 28107 1.25% 0.136%
27 19.342 2954 2959 2971 rBV3 99788 212120 9.42% 1.024%
28 19.771 3029 3032 3040 rVB 58675 62265 2.76% 0.300%
29 20.053 3076 3080 3083 rBvV 68413 76269 3.39% 0.368%
30 20.089 3083 3086 3090 rvv4 28079 41621 1.85% 0.201%
31 20.294 3117 3121 3130 rBV 434061 550363 24.43% 2.656%
32 20.400 3136 3139 3143 rVB4 26403 28864 1.28% 0.139%
33 20.777 3199 3203 3207 rBV 46985 59345 2.63% 0.286%
34 22.106 3424 3429 3436 rVBS8 25080 49159 2.18% 0.237%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094887.D

Acq On > 4 May 2017 22:15

Operator : SJ/MA

Sample : 12916-03

Misc :

ALS Vial : 15 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 = Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 22.500 3491 3496 3503 rVBS8 17611 34278 1.52% 0.165%
36 23.753 3702 3709 3716 rVB9 13828 34811 1.55% 0.168%

Sum of corrected areas: 20720681
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF050417\

BF094887.D

4 May 2017 22:15

SJ/MA

12916-03

15 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094887.D
7|38
1500000 7.26
5.67 7.96
8.62
1000000
500000 772
5.02
6.24 8.44
o} S e R e S
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BF094887.D
11151
1500000
1000000 1387
1257 14.97
500000 9.74 '
12.21 15 §§15.94
14.19 14921518 P88
ot o e e e ey .A‘#}—.... ==
Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF094887.D
17.29
1500000
1000000
18.64
500000
18. 19.34
17.02 1077280 go.40 20,78 2211 2250 23.75
[ e e e e e e e A L B L T I B S T e e AL
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\BF050417\
Data File : BF094887.D

Acq On > 4 May 2017 22:15

Operator : SJ/MA

Sample : 12916-03

Misc :

ALS Vial : 15 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 3

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

5.02 20.96 ng 470782 1,4-Dichlorobenzene-d4 7.72
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 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 524 (5.019 min): BF094887.D (-520) (-) m/z 43.00 100.00%
a3
59
5000
101 RS SR L
51 | 83 | 460 4.80 5.00 5.20 5.40
o S — m/z 59.10 61.31%
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 | R L
59 460 4.80 5.00 520 5.40
m/z 101.10 21.78%
15 31 101
0 ‘ 1 . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.00 15.55%
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|— [rrrrrr e T
43 4.60 4.80 500 5.20 5.40
m/z 41.00 9.95%
5000
101
15
A N |
0'“v“'VHM'HWJ'WH“l“”v'“wgﬁw“'VHWH'WH“V'“V“'l S RS L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094887.D

Acq On > 4 May 2017 22:15

Operator : SJ/MA

Sample : 12916-03

Misc :

ALS Vial : 15 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 unknown7.38 Concentration Rank 1

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

7.38 100.29 ng 2252790 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 925 (7.378 min): BF094887.D (-921) (-) m/z 132.00 100.00%
5000 68
0o ll B P00 7h 7o 740 7k 7o
O R B e L SR IR B m/z 68.05 38.01%
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 R UL I R
7.00 7.20 7.40 7.60 7.80
3 78 m/z 134.00 32.10%
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 7.20 7.40 7.60 7.80
5000 67 m/z 65.95 22.80%
41 97
53 117
79
ol 34 60 89 | 105 124
mﬁwﬁmﬁwﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R AR

132 7.00 7.20 7.40 7.60 7.80
m/z 69.05 14.70%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094887.D

Acq On > 4 May 2017 22:15

Operator : SJ/MA

Sample : 12916-03

Misc :

ALS Vial : 15 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 4 unknownl15.18 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.18 2.74 ng 108728 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclopentane, 1-methyl-1-(2-meth... 138 C10H18 074764-47-9 35

2 Ethoxy(methyl)chlorosilane 124 C3HOCIO0Si 018191-33-8 27
3 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 27
4 6-Methyl-3,5-heptadiene-2-one 124 C8H120 001604-28-0 22
5 [2-(1-butenyl)-2,2-dimethylcyclo... 163 C11H17N 1000111-15-4 22
Abundance Scan 2251 (15.177 min): BF094887.D (-2248) (-) m/z 55.00 100.00%
g5 95 109 123
5000
14:80 15.00 15.20 1540
0 m/z 41.05 96.56%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #17003: Cyclopentane, 1-methyl-1-(2-methyl-2-propeny!)-
8 23
95 ’
41 67
5000 55 L L e
97 138 14.80 15.00 15.20 15.40
‘ 109 m/z 123.10 94 .65%
ownjpnﬂm”ﬁnhth”mh“th”Ju”qJ”.”quupuwnnpuw””
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
109
45 79 123
14.80 15.00 15.20 15.40
5000 95 m/z 109.10 94 .14%
63
31
54

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #16970: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
81 14.80 15.00 15.20 15.40
123 m/z 81.00 93.53%
67
41
5000
55 95
‘ 109
0 ‘ ‘ H‘ \“ L : 138
T T T T e e e e e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094887.D

Acq On > 4 May 2017 22:15

Operator : SJ/MA

Sample : 12916-03

Misc :

ALS Vial : 15 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 unknownl5.66 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.66 4.86 ng 192662 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Pyrrolidin-2-ylidenemethyl-3,4_... 164 C9H12N20 1000192-09-5 46
2 5-Methoxy-2-allylphenol 164 C10H1202 1000306-52-6 38
3 2-Benzothiazolamine, N-methyl- 164 C8H8N2S 016954-69-1 30
4 1-Benzothiepin, 2,3,4,5-tetrahydro- 164 C10H12S 004370-78-9 25
5 2-Benzothiazolamine, 4-methyl- 164 C8H8N2S 001477-42-5 25
Abundance Scan 2333 (15.659 min): BF094887.D (-2323) (-) m/z 164.10 100.00%
164
107
5000
179 \
205 220 1540 15.60 15.80 16.00
o} m/z 107.10 59.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34220: 5-Pyrrolidin-2-ylidenemethyl-3,4-dihydropyrrol-2-one
164
5000 135
108 15.40 15.60 15.80 16.00
27 4153 m/z 41.10 51.24%
0 M\ H‘H‘ \HH HM H\‘M m‘ I \\“ \\H o "I |149| “. e A e e
m/z--> 20 80 140 160 180 200 220
Abundance
164
15,40 15.60 15.80 16.00
5000 m/z 135.10 49_.27%
137
77 103 149
51 91
S R R S I WL WL NI WL WL WAL W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34164: 2-Benzothiazolamine, N-methyl-
164 15.40 15.60 15.80 16.00
m/z 95.00 48.22%
135
5000
108
30
5 69 82 96 122 149
0|||||‘|‘H|”|||‘l‘|‘||”|‘||”|‘l||‘|‘|||“||||‘|||‘|| “::: R e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094887.D

Acq On > 4 May 2017 22:15

Operator : SJ/MA

Sample : 12916-03

Misc :

ALS Vial : 15 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 7
R.T. EstConc Area Relative to ISTD R.T.
15.94 4.52 ng 179112 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 18
Abundance Scan 2381 (15.942 min): BF094887.D (-2375) (-) m/z 73.00 100.00%
a3 o 73
5000 o7 129 149
115 171185 213 AR AL AR AR
199 | 997 256 15.60 15.80 16.00 16.20
o} m/z 43.00 85.83%
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 AU B R AR
mmmmmmmm
213 m/z 60.00 79.04%
0 i 143 BT 169
m/z--> 2blllﬁb"'éollléo 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
15,60 15.80 16.00 16.20
5000{ g 129 m/z 57.10 70.61%
87 242
143 199
115 185
101 157 171 213
O R R S i T AR AR e
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid L B A
60 73 15.60 15.80 16.00 16.20
43 m/z 41.10 66.43%
5000 129
; 185 228
01115 143 171
ob \‘ M ) ‘ ‘ I, T* ettt .‘..1.9??.1? A
m/z--> 80 100 120 140 160 180 200 220 240 260 15 60 15. 80 16. oo 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094887.D

Acq On > 4 May 2017 22:15

Operator : SJ/MA

Sample : 12916-03

Misc :

ALS Vial : 15 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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.54 8.13 ng 296717 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91

Abundance Scan 2823 (18.542 min): BF094887.D (-2818) (-) m/z 57.05 100.00%

57 83

5000

-

18.20 18.40 18.60 18.80
m/z 83.05 95.98%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol

56 83

5

5000 LA L L L L L L B
18.20 18.40 18.60 18.80
m/z 43.05 85.74%
0 \“\ ‘ 167 196 224 252 280 308
ARRRRRANRRE:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 R e e EEaa
41 18.20 18.40 18.60 18.80
5000 m/z 55.00 82.96%
125
0 15 8l 154 180196 224 9251 269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
T 1 1 1 1

Abundance #197885: Trichloroacetic acid, pentadecy! ester L A o e EE
18.20 18.40 18.60 18.80

m/z 97.05 74 .95%

5000

-

139155 182 210
AN e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1820 18.40 18.60 1880
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094887.D

Acq On > 4 May 2017 22:15

Operator : SJ/MA

Sample : 12916-03

Misc :

ALS Vial : 15 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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.34 5.81 ng 212120 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecyl heptafluorobutyrate
2 Octadecyl trifluoroacetate

3 Tricosyl trifluoroacetate

4 Docosyl pentafluoropropionate

452 C21H35F702
366 C20H37F302
436 C25H47F302
472 C25H45F502

5 Heptafluorobutyric acid,

n-octad. .. 466 C22H37F702

959085-66-6 95
079392-43-1 94
1000351-75-1 94
1000351-80-9 94
000400-57-7 91

Abundance Scan 2959 (19.342 min): BF094887.D (-2954) (-) m/z 57.00 100.00%
g7
83
5000
B B e o e
19.00 19.20 19.40 19.60
0 m/z 43.05 75.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 LA L L L L L L B
111 19.00 19.20 19.40 19.60
29 m/z 83.10 71.78%
[o) M \‘ ‘ “ ‘\ \‘\ \‘\ 4 .169 210 23\8 283 434
e ....,....,....,....,....,....
m/z--> 50 200 250 300 350 400
Abundance
57
97 B B e o e
19.00 19.20 19.40 19.60
5000 m/z 55.05 68.25%
125
29
o 154 182 224 252 297 348
e L e o o e o B LA o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #223732: Tricosyl trifluoroacetate N BaEas
57 19.00 19.20 19.40 19.60
m/z 97.10 61.15%
97
5000
125
29
oLl ,153 181 210 238 264 294 322 367 418
i T LA N e B B e o e
m/z--> 50 100 150 200 250 300 350 400 19. 00 19 20 19. 40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094887.D

Acq On > 4 May 2017 22:15

Operator : SJ/MA

Sample : 12916-03

Misc :

ALS Vial : 15 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 9 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.77 2.26 ng 62265 Perylene-d12 20.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 86
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 78
4 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 64
5 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 64
Abundance Scan 3032 (19.771 min): BF094887.D (-3029) (-) m/z 69.10 100.00%
g9
41
S 137 o a7 19.40 19.60 19.80 20.00
oLt | m/z 81.10 50.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 SRR UL AN IR
a1 10.40 19.60 19.80 20.00
95 11 m/z 41.10 27.28%
0 ‘ L “M il ‘9 175 203 231 273 209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
19.40 19.60 19.80 2000
5000 m/z 95.05 14 .09%
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 #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L L B e
69 19.40 19.60 19.80 20.00
m/z 67.00 12 .25%
5000 41
93
ol | o L m | 161 192 231 273 315341 384
m/z--> 50 100 150 2& 250 300 350 400 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094887.D

Acq On > 4 May 2017 22:15

Operator : SJ/MA

Sample : 12916-03

Misc :

ALS Vial : 15 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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.05 2.77 ng 76269 Perylene-di12 20.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3079 (20.047 min): BF094887.D (-3076) (-) m/z 57.10 100.00%
57
5000 T JWJW
127 155 207 e " 10180 20/00 20120 2040
o T SO & m/z 71.05 65.82%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LS B BULRLL BN B
mmmmmmmm
m/z 43.10 51.32%
29 18 441
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ l \169 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3éo '
Abundance
57
" 10/80 20.00 20.20 20.40
5000 85 m/z 85.05 47 .84%
29 118 441
0 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3éo '
Abundance #215181: 2-methyloctacosane R B AR M
57 19.80 20.00 20.20 20.40
m/z 55.05 22.44Y%
o T MN¢mMJkﬂN%AM¢ﬁAﬂﬂﬂNﬂM»fWwa
113
o 2. “.‘J\ |77 141 169 197 225 267 295 365 393
m/z--> 55 160 1éo 260 2éo 360 3éo ' 1980 2000 2020 2040

8270-BF050217.M Fri May 05 17:30:21 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094887.D

Acq On > 4 May 2017 22:15

Operator : SJ/MA

Sample : 12916-03

Misc :

ALS Vial : 15 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 11 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.78 2.16 ng 59345 Perylene-di12 20.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Octacosane 394 C28H58 000630-02-4 83
4 Octadecane 254 C18H38 000593-45-3 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 3204 (20.783 min): BF094887.D (-3199) (-) m/z 57.10 100.00%
57
5000 85
155 183 208 283 20,40 20.60 20.80 21.00 21.20
ol et | m/z 71.10 84.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 R UL R R B
20. 40 20 60 20. 80 21. oo 21. 20
m/z 43.05 56.36%
0 2]9“ i h\ W ‘1‘?9 197 225 253 262
m/z--> éo 100 150 200 2%0 360 3%0 460 '
Abundance
57
20,40 20.60 20.80 21.00 21.20
5000 85 m/z 85.05 50.51%
113 149
o 169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #209565: Octacosane M ERaEE Rae s e
57 20.40 20.60 20.80 21.00 21.20
m/z 55.00 25.41%
5000 85
29 113
oL L | || |77 ,242 169 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 ! 20. 40 20 60 20. 80 21. oo 21. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094887.D

Acq On > 4 May 2017 22:15

Operator : SJ/MA

Sample : 12916-03

Misc :

ALS Vial : 15 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... 5.02 21.0 ng 470782 1 7.72 449272 20.0
unknown7 .38 7.38 100.3 ng 2252790 1 7.72 449272 20.0
unknown15.18 15.18 2.7 ng 108728 4 14.97 792220 20.0
unknownl15.66 15.66 4.9 ng 192662 4 14.97 792220 20.0
n-Hexadecanoic acid 15.94 4.5 ng 179112 4 14.97 792220 20.0
Behenic alcohol 18.54 8.1 ng 296717 5 18.64 729985 20.0
Heptadecyl heptaf... 19.34 5.8 ng 212120 5 18.64 729985 20.0
Squalene 19.77 2.3 ng 62265 6 20.29 550363 20.0
Heneicosane 20.05 2.8 ng 76269 6 20.29 550363 20.0
Eicosane 20.78 2.2 ng 59345 6 20.29 550363 20.0
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