LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106299.D

Aca On : 11 Jun 2018 17:21

Operator : JU/SJ

Sample = J3240-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118.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 heiaht area % max. total
1 4.113 298 302 310 rVB 57292 65784 1.33% 0.130%
2 5.207 482 488 498 rVB 317439 414975 8.40% 0.817%
3 5.590 547 553 556 rBY 4164249 4214129 85.25% 8.301%
4 6.584 716 722 726 rBVY 3743258 4473005 90.49% 8.811%
5 6.737 743 748 751 rBV 4323627 4309609 87.19% 8.489%
6 6.966 784 787 791 rVB 1522958 1274058 25.77% 2.510%
7 7.125 810 814 817 rBVY 3715410 3163319 64.00% 6.231%
8 7.531 877 883 886 rBY 2854664 2857063 57.80% 5.628%
9 8.248 1001 1005 1009 rBV 1900125 1634527 33.07% 3.220%
10 9.325 1183 1188 1191 rBvV 4973828 4486294 90.76% 8.837%

11 9.713 1251 1254 1257 rBV 896212 740812 14.99% 1.459%
12 9.925 1283 1290 1293 rVvB2 119812 123862 2.51% 0.244%
13 10.007 1300 1304 1308 rBV2 2087486 1882659 38.09% 3.708%
14 10.425 1373 1375 1378 rVB 172551 136809 2.77% 0.269%
15 10.648 1408 1413 1415 rBV 46428 53552 1.08% 0.105%

16 10.795 1434 1438 1442 rBV 3224578 3241979 65.59% 6.386%
17 10.901 1453 1456 1462 rBV 157398 152032 3.08% 0.299%
18 11.348 1529 1532 1535 rBV 82241 63895 1.29% 0.126%
19 11.501 1554 1558 1561 rBV 2219528 2009785 40.66% 3.959%
20 11.877 1619 1622 1626 rVB 1008805 790418 15.99% 1.557%

21 12.013 1638 1645 1659 rBV2 377914 435763 8.82% 0.858%
22 12.571 1736 1740 1741 rBV 2210195 2100926 42.50% 4.138%
23 12.589 1741 1743 1750 rVV2 3071745 2748105 55.60% 5.413%
24 12.671 1754 1757 1760 rVvVv 595514 459606 9.30% 0.905%
25 12.795 1775 1778 1784 rBV 104867 104690 2.12% 0.206%

26 13.089 1823 1828 1831 rBV 4955500 4943023 100.00% 9.736%
27 13.324 1862 1868 1874 rVB2 94979 126281 2.55% 0.249%
28 13.507 1896 1899 1904 rBV 206176 189921 3.84% 0.374%
29 13.971 1974 1978 1986 rBV 239207 250440 5.07% 0.493%
30 14.148 2004 2008 2012 rBV 2013034 1790101 36.21% 3.526%

31 15.024 2153 2157 2164 rVB 202533 201643 4.08% 0.397%

32 15.301 2200 2204 2212 rBV2 36263 51727 1.05% 0.102%
33 15.689 2264 2270 2280 rVB 954292 1278140 25.86% 2.518%

8270-BF061118.M Tue Jun 12 12:08:47 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106299.D

Aca On : 11 Jun 2018 17:21

Operator : JU/SJ

Sample = J3240-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 50768932
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\

BF106299.D

11 Jun 2018 17:21

JussJ

J3240-01

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106299.D

Aca On : 11 Jun 2018 17:21

Operator : JU/SJ

Sample : J3240-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6

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

5.21 6.51 ng 414975 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 488 (5.207 min): BF106299.D (-482) (-) m/z 42.95 100.00%
43
59
5000
. s | o 1‘|’1 480 500 520 540 560
ol e m/z 59.00 52.61%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rerryrrr T T T T T T T T
59 480 5.00 520 540 5.60
m/z 58.00 18.18%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540 560
5000 m/z 101.10 16.23%
43 101
15 st 53 69 83
e S I S SULIULS SURI IS IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e ERam pa
43 480 5.00 5.20 5.40 5.60
m/z 41.00 8.47%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106299.D

Aca On : 11 Jun 2018 17:21

Operator : JU/SJ

Sample : J3240-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.74 Concentration Rank 1

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

6.74 67.65 ng 4309610 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF106299.D (-743) (-) m/z 132.00 100.00%
32
5000 o8
40 % ‘ '6.40 6.60 6.80 7.00
54 75 103 : : : :
o N I - 1 A1 Ml SN N m/z 68.10 36.61%
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 IR SR S AR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 34 .80%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
'6.40 6.60 6.80 7.00
5000 m/z 66.00 23.43%
33 a4 97 105

70 78
51 60 86 115

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

132 6.40 6.60 6.80 7.00
m/z 69.10 14 _.49%

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 6.40 6.60 6.80 7.00

o

8270-BF061118.M Tue Jun 12 12:08:49 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106299.D

Aca On : 11 Jun 2018 17:21

Operator : JU/SJ

Sample : J3240-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.88 7.87 ng 790418 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 86
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1622 (11.877 min): BF106299.D (-1619) (-) m/z 74.00 100.00%
74
5000
43
7 TIr|rrrrjrrrrrrrrrorr
143 227 11.60 11.80 12.00 12.20
129 171185199
0 ...,....-,|"...T:|',..|~'.. gy L5790 | 167171185190013° 201 270 | o tUeT 00 71 26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119405: Hexadecanoic acid, methy! ester
74
5000 L B SN SN SULE
43 11.60 11.80 12.00 12. 20
29 7 m/z 43.00 34 .35%
0 1\5 \‘ ‘\ T\‘\ ! ‘ L, \8 Ll 11512\9 ‘ 157171185199213227241 27\0
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 250 260
Abundance
74
11.60 11.80 12.00 12.20
5000 43 m/z 55.00 27 .28%
29 57

97 111 1201%3157171185109213227047 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84487: Tridecanoic acid, methyl ester

4 11.60 11.80 12.00 12.20

m/z 41.00 23.87%
5000
41 55 8
S O P T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106299.D

Aca On : 11 Jun 2018 17:21

Operator : JU/SJ

Sample : J3240-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.01 4.34 ng 435763 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 30
Abundance Scan 1645 (12.013 min): BF106299.D (-1638) (-) m/z 73.00 100.00%
43 o 7B
5000
129 N
97 213 L B o B
S g 15771185, 09" 7007 256 1160 11.80 12.00 12.20 12.40
Ol m/z 43.00 90.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256
11.60 11.80 12.00 12.20 12.40
21 m/z 60.00 81.16%
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 LNV AR SN B
11.60 11.80 12.00 12.20 12.40
5000 129 m/z 55.00 70.50%
29 a7 185 228
101115 14357171 199213
O R s e e o o e ot
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid
3 60 73 11.60 11.80 12.00 12.20 12.40
m/z 57.00 68.56%
5000 129
29 143 199 242
157171185
0.?-.5|....|...m' W\AJ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106299.D

Aca On : 11 Jun 2018 17:21

Operator : JU/SJ

Sample : J3240-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.57 20.91 ng 2100930 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 98
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 98
Abundance Scan 1740 (12.571 min): BF106299.D (-1736) (-) m/z 66.95 100.00%
67 81
s000] 4t
178 263 12.20 12.40 12.60 12.80
A — 192206220234 2% "m/z 81.05 85.22%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 USRS UL SUNLRE &
nmnmnmnm
109 m/z 55.00 66.81%
oh, I 123 149164178
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
41 81 NS BUNSA BN BUGLE
95 nmnmnmnm
5000 m/z 95.05 58.19%
109
0l.26 123 1016417 223 263 279294
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- T T
n 67 nmnmnmnm
81 m/z 40.95 50.06%
5000 95
0 ‘ L T e 04178199206220 237 263
m/z--> 25 45 éo 80 160 150 110 160 1é0 260 250 250 2éo 2éo ' 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106299.D

Aca On : 11 Jun 2018 17:21

Operator : JU/SJ

Sample : J3240-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.59 27.35 ng 2748110 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 98
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 97
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 95
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 94
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 94

Abundance Scan 1743 (12.589 min): BF106299.D (-1741) (-) m/z 55.00 100.00%

74
5000

m
VDN T ¥ S
125141 16518019, 222, 264 12.20 12.40 12.60 12.80 13.00
0 m/z 69.05 67 .94%

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

Abundance #141283: 15-Octadecenoic acid, methyl ester

74

5000 | NI LIS L L L L LA L
12.20 12.40 12.60 12.80 13.00
) - m/z 41.00 59.54%

o 138152 180 207 236 278 206

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

Abundance
55
T P T
41 74 12.20 12.40 12.60 12.80 13.00
5000 m/z 74.00 59.50%
97
264
111
2 138152 180 07222536 278 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester T R B
12.20 12.40 12.60 12.80 13.00
m/z 83.10 54._.08%

5000

0 e I

! I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106299.D

Aca On : 11 Jun 2018 17:21

Operator : JU/SJ

Sample : J3240-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Methyl stearate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.67 4_.57 ng 459606 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 94
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 91
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
Abundance Scan 1757 (12.671 min): BF106299.D (-1754) (-) m/z 73.95 100.00%
!
5000 43
}f o7 13 199 255 12.40 12.60 12.80 13.00
I I 1) O =P O N w222 ...'.,.2.79,...29,5?. m/z 87.00 70.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143129: Methyl stearate
74
5000 43 LA B BN LN B
12.40 12.60 12.80 13.00
143 - 298 m/z 43.00 38.09%
97 199
OZTFHS S - AP R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
12.40 12.60 12.80 13.00
5000 m/z 55.05 27 .91%
43
143
. 59 101,46 171 199 227 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107593: Pentadecanoic acid, methyl ester S EEEEmEmE S SR
74 12.40 12.60 12.80 13.00
m/z 41.00 25.72%
5000
143
oJl‘”mmm S oD O DU AV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12,40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106299.D

Aca On : 11 Jun 2018 17:21

Operator : JU/SJ

Sample : J3240-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl3.51 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.51 2.12 ng 189921 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-n-Hexvlthiane. S.S-dioxide 218 C11H2202S 061639-18-7 22
2 1.19-Eicosadiene 278 C20H38 014811-95-1 16
3 Pentanoic acid. 10-undecenvl ester 254 C16H3002 1000159-93-4 16
4 Fumaric acid. di(2-methvlallvl) ... 224 C12H1604 1000330-55-8 14
5 Cyclopentanecarboxylic acid, 1-(... 210 C12H1803 112825-89-5 14
Abundance Scan 1900 (13.513 min): BF106299.D (-1896) (-) m/z 55.00 100.00%
55
5000 41 | 689 g3 97 137 155
167

211 13.20 13.40 13.60 13.80
m/z 41.00  42.44%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75444: 3-n-Hexylthiane, S,S-dioxide
55 69 83

5000

13.I20 13.I40 13.60 13.80
m/z 68.95 40.53%

166 183 292218

0‘

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

55
82 A 2
a1 9% 13.20 13.40 13.60 13.80
5000 m/z 137.10 36.25%
10,54
27 138152166180194208222236250 278

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105728: Pentanoic acid, 10-undeceny! ester

13.20 13.40 13.60 13.80
m/z 97.00 36.10%

5000

137152 169 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106299.D

Aca On : 11 Jun 2018 17:21

Operator : JU/SJ

Sample : J3240-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Tetracosanol- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.97 2.80 ng 250440 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Tetracosanol- 354 C24H500 000506-51-4 94
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Octacosanol 410 C28H580 000557-61-9 76

Abundance Scan 1978 (13.971 min): BF106299.D (-1974) (-) m/z 57.00 100.00%
57
83
5000 111
l 13.60 13.80 14.00 14.20
139 . . . :
168
0 ..]l..-,...l.gl....,..2?1.,....,.... m/z 55.00 83.04%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 8
5000 111 LA L L L L L L L B
13.60 13.80 14.00 14.20
m/z 43.05 82.62%
29 139
oLl by 1T 367 195 222 250 280 308 336
B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57 97
e R e
13.60 13.80 14.00 14.20
5000 m/z 69.00 74 .98%
125
o 29 77 153 181 200 236 264 292 320 350 378
e S et e e e e
m/z--> 50 100 150 200 250 300 350 kvAvv,MﬂJv~\-
Abundance #166292: Behenic alcohol AT T T T T T T T e
83 13.60 13.80 14.00 14.20
m/z 83.05 73.60%
5000 1
0 l\x ” H ‘L ‘L J\ 4\167 196 224 252 280 308 L‘MNJ
; ; e T
m/z--> 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF061118.M Tue Jun 12 12:08:52 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061118\
Data File : BF106299.D

Aca On : 11 Jun 2018 17:21

Operator : JU/SJ

Sample : J3240-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Squalene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.02 3.16 ng 201643 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 83
3 1.5.9-Decatriene. 2.3.5.8-tetram... 192 Cl14H24 230646-72-7 80
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 64
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 53
Abundance Scan 2156 (15.018 min): BF106299.D (-2153) (-) m/z 69.05 100.00%
6o
5000
41 S | S —
9% 137 14.80 15.00 15.20 15.40
bl oy 1 01 189200 282 s | Tnz5 81.00 49.30%

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

%

5000 41 LI L L  L LBLL L BL
14.80 15.00 15.20 15.40
95 m/z 41.00 23.16%
b T e a7 27a 2 s ser a0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
IR a e i e
14.80 15.00 15.20 15.40
5000 m/z 68.00 12.18%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
B e o e e B e e B e e B e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #54705: 1,5,9-Decatriene, 2,3,5,8-tetramethyl-
41 69 14.80 15.00 15.20 15.40

m/z 95.10 10.00%

95
5000

m/z--> 50 100 150 200 250 300 350 400 14.80 15. 00 15. 20 15.40

o
=
w
~

‘H\ ‘ Llﬂ I 1 1
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061118\
Data File : BF106299.D

Acq On : 11 Jun 2018 17:21

Operator : JU/SJ

Sample - J3240-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.21 6.5 ng 414975 1 6.97 1274060 20.0
unknown6.74 6.74 67.7 ng 4309610 1 6.97 1274060 20.0
Hexadecanoic acid... 11.88 7.9 ng 790418 4 11.50 2009790 20.0
n-Hexadecanoic acid 12.01 4.3 ng 435763 4 11.50 2009790 20.0
9,12-Octadecadien... 12.57 20.9 ng 2100930 4 11.50 2009790 20.0
15-Octadecenoic a... 12.59 27.4 ng 2748110 4 11.50 2009790 20.0
Methyl stearate 12.67 4.6 ng 459606 4 11.50 2009790 20.0
unknown13.51 13.51 2.1 ng 189921 5 14.15 1790100 20.0
n-Tetracosanol-1 13.97 2.8 ng 250440 5 14.15 1790100 20.0
Squalene 15.02 3.2 ng 201643 6 15.69 1278140 20.0
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