LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106350.D

Aca On : 12 Jun 2018 17:47

Operator : JU/SJ

Sample : J3415-02

Misc :

ALS Vial : 15 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 5.207 484 488 493 rVB 228680 256837 8.75% 0.839%
2 5.595 549 554 558 rBY 2783126 2778738 94.70% 9.081%
3 6.595 719 724 727 rBV 2784212 2718884 92.66% 8.886%
4 6.742 745 749 752 rBVY 3040509 2726331 92.91% 8.910%
5 6.972 785 788 792 rVB 1132671 895505 30.52% 2.927%
6 7.131 811 815 818 rBVY 2602944 2177699 74.22% 7.117%
7 7.531 879 883 886 rBY 1798219 1697276 57.84% 5.547%
8 7.601 890 895 898 rBV 41285 41552 1.42% 0.136%
9 8.254 1002 1006 1009 rBvV 1278733 1003048 34.18% 3.278%
10 9.330 1185 1189 1192 rVB 3027381 2551234 86.94% 8.338%
11 9.719 1252 1255 1258 rBV 513915 364040 12.41% 1.190%
12 9.930 1286 1291 1294 rBV 46857 39836 1.36% 0.130%
13 10.013 1301 1305 1309 rVB2 1145116 942077 32.11% 3.079%
14 10.430 1374 1376 1379 rVB 75541 54672 1.86% 0.179%
15 10.801 1435 1439 1443 rBVY 1825108 1574959 53.67% 5.147%
16 10.901 1453 1456 1461 rBvV 73018 70688 2.41% 0.231%
17 11.354 1527 1533 1535 rBvV 36548 33680 1.15% 0.110%

18 11.507 1555 1559 1562 rBV 1094649 988313 33.68% 3.230%
19 11.883 1620 1623 1626 rVB 501012 402522 13.72% 1.315%
20 12.571 1736 1740 1741 rBV 1545031 1251067 42.64% 4._.089%

21 12.589 1741 1743 1751 rVV 1930089 1986363 67.69% 6.492%
22 12.677 1754 1758 1761 rVB 236915 215662 7.35% 0.705%

23 12.913 1793 1798 1802 rBV5 23192 39278 1.34% 0.128%
24 13.089 1824 1828 1831 rBV 3322075 2934311 100.00% 9.590%
25 13.277 1855 1860 1863 rBV5 31364 41881 1.43% 0.137%
26 13.324 1866 1868 1873 rVB3 46355 41448 1.41% 0.135%
27 13.977 1975 1979 1984 rBV 271385 296483 10.10% 0.969%
28 14.077 1994 1996 1999 rBV3 31698 33386 1.14% 0.109%
29 14.160 2006 2010 2014 rBV 1384587 1230547 41.94% 4.022%
30 14.636 2089 2091 2095 rVB4 51185 41315 1.41% 0.135%

31 15.036 2156 2159 2163 rVB 223917 233728 7.97% 0.764%
32 15.712 2269 2274 2281 rVB 719127 935116 31.87% 3.056%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106350.D

Aca On : 12 Jun 2018 17:47

Operator : JU/SJ

Sample : J3415-02

Misc :

ALS Vial : 15 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: 30598476
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106350.D

Aca On : 12 Jun 2018 17:47

Operator : JU/SJ

Sample : J3415-02

Misc :

ALS Vial : 15 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

Abundance TIC: BF106350.D
6.74

3000000 5.60 6.60

7.13
2500000

2000000 753

1500000
6.97
1000000

500000

5.21

L 60

e SIEEEEESEMSEEREEEERS——- il
Time-->  2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF106350.D
9.33

13.09
3000000

2500000

2000000 10.80 12.59

12157

1500000
8.25
10.01 11.51

1000000

500000 9.72 11.88

2.68
9.9 10.43 0.90 11.35 U 12,01 || 13382

ottt e e U
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF106350.D

3000000

2500000

2000000

14.16

1500000

1000000

500000

05—
Time--> 13.50

T T
17.50 18.00

T
15.00

T I
15.50 16.00 16.50 17.00

L
18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106350.D

Aca On : 12 Jun 2018 17:47

Operator : JU/SJ

Sample : J3415-02

Misc :

ALS Vial : 15 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 5.74 ng 256837 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 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 488 (5.207 min): BF106350.D (-484) (-) m/z 43.00 100.00%
43
59
5000
1 480 500 520 540 560
o..,....,....,..?7.','....,“.3?:.,....,....,??..,...=,|....,. m/z 59.00 56.07%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR I LS I
480 500 5.20 540 5.60
59 m/z 101.10 18.81%
o 21 37 | 53 \‘ 67 778 o O
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540 560
5000 m/z 58.00 16.39%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T RE RamEE T B
59 480 5.00 5.20 5.40 5.60
m/z 41.00 8.68%
5000 41
31
| LT
0% '|'%§'|" ﬂll""Ml""lé%lkl""l' "'I""I"'g?l""l'
m/z--> 10 20 40 50 60 70 80 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\BF061218\
Data File : BF106350.D

Aca On : 12 Jun 2018 17:47

Operator : JU/SJ

Sample : J3415-02

Misc :

ALS Vial : 15 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 60.89 ng 2726330 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.742 min): BF106350.D (-745) (-) m/z 131.95 100.00%
5000 68
6.40 6.60 6.80 7.00
0 B E e m/z 68.10 42 _.97%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 LRSS S R
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.82%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 27.01%
33 aa o 105
o 60 80 115
LR S SN S UURLELLA R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl S B e L B
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.14%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S| |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106350.D

Aca On : 12 Jun 2018 17:47

Operator : JU/SJ

Sample : J3415-02

Misc :

ALS Vial : 15 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 8.15 ng 402522 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
4 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 87
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
Abundance Scan 1622 (11.877 min): BF106350.D (-1620) (-) m/z 74.00 100.00%
!
5000 43
T 1| 8 s0o115126™ sy 1mm1900152 001 270 1160 1180 12,00 1220
0 ...,....,....',.-... e e b e M/z 87.00  69.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
5000 L B SN SN SULE
43 11,60 11.80 12.00 12.20
7 143 m/z 43.00 36.98%
. ‘ | || | 101115129 157171185199213227241 270
m/z--> 20 45 60 80 100 120 140 160 180 200 220 250 260 |
Abundance
74
11,60 11.80 12,00 12.20
5000 m/z 55.00 27 .29%
43
29 57 143
o 15 88 111 1297 “157777185199213 242
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester B B e e S e
74 11.60 11.80 12.00 12.20
m/z 41.00 24 .35%
5000 43
T7 8 129143 185
Obrrr et o P 15D | 572710109 228
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240 260 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106350.D

Aca On : 12 Jun 2018 17:47

Operator : JU/SJ

Sample : J3415-02

Misc :

ALS Vial : 15 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 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.57 25.32 ng 1251070 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99

Abundance Scan 1740 (12.571 min): BF106350.D (-1736) (-) m/z 66.95 100.00%

g7 81

5000, 41

109

12.20 12.40 12.60 12.80

10164178192006220 237 263

294

(o} m/z 81.05 85.85%
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 6/7
81
5000 LI L L L L L L LB LB B
12.20 12.40 12.60 12.80
m/z 55.00 65.68%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 67
81 R AEAREEE S
12.20 12.40 12.60 12.80
5000 95 m/z 95.05 57 .55%
109 294
o 123 150164178 99906220234 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester T T e
12.20 12.40 12.60 12.80

m/z 41.00 49.57%

5000

109 294
263

150
1641781 92906220234
SN V WSN—
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 12,40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106350.D

Aca On : 12 Jun 2018 17:47

Operator : JU/SJ

Sample : J3415-02

Misc :

ALS Vial : 15 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 16-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.59 40.20 ng 1986360 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 93
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 93
3 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 90
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 89
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 89

Abundance Scan 1743 (12.589 min): BF106350.D (-1741) (-) m/z 55.00 100.00%

56

74

5000

12.20 12.40 12.60 12.80 13.00

0 m/z 69.10 66.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55
74

12.I20 12.I40 12.60 12.80 13.00
264 m/z 74.00 64.85%

5000

123 138153

180 907222 H46

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
74 12.20 12.I40 12.|60 12.|80 13.IOO
5000 m/z 41.00 61.51%
29 97 264

222
o 207 246 279

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

Abundance #141303: 9-Octadecenoic acid (2)-, methyl ester T e
12.20 12.40 12.60 12.80 13.00

m/z 43.00 55.90%

123138153 180 296

74
5000

29

137152 180 507222

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\BF061218\
Data File : BF106350.D

Aca On : 12 Jun 2018 17:47

Operator : JU/SJ

Sample : J3415-02

Misc :

ALS Vial : 15 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 Methyl stearate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.68 4_.36 ng 215662 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 94
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 86
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86
Abundance Scan 1758 (12.677 min): BF106350.D (-1754) (-) m/z 74.00 100.00%
74
5000 43
T 143 - I B B s R
97 129 | 157 199513 2% 208 12.40 12.60 12.80 13.00
0 ,....,|....|',..|'..,|:...-,..1.1.‘?..1..,....,..?.7,7....',.... etk |20 2P Tm/z 87.00 77.05%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143129: Methyl stearate
74 ,\
5000 43 UL SN SRR SUUE
12.40 12.60 12.80 13.00
29 7 143 298 m/z 43.00 37.55%
T N A S - 1851?9213 2412‘?5
miz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 360
Abundance
74
12,40 12.60 12.80 13.00
5000 m/z 55.00 30.85%
28 43
57 143 255 298
. 101445 157 185199213 241 | o7q
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107596: Pentadecanoic acid, methy! ester R e
74 12.40 12.60 12.80 13.00
m/z 41.00 22 .52%
5000
43
29 7
ol ‘ 1| 10ws MPs7a 199213228 256
miz-> 20 45 eb 80 100 120 140 1éo 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\BF061218\
Data File : BF106350.D

Aca On : 12 Jun 2018 17:47

Operator : JU/SJ

Sample : J3415-02

Misc :

ALS Vial : 15 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 5-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.98 4.82 ng 296483 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 Cvclopentadecane 210 C15H30 000295-48-7 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 1979 (13.977 min): BF106350.D (-1975) (-) m/z 57.00 100.00%

o7 83

5000

:

13.60 13.80 14.00 14.20

139156 182

215 241 267

o m/z 55.00 93.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 LA L L L L L L L
13.60 13.80 14.00 14.20
29 111 m/z 83.05 86.69%
0 Ll 19 167 106 223 252 280
T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
T T
13.60 13.80 14.00 14.20
5000 11 m/z 43.00 83.51%
29 139

167 195 222 250 280 308 336

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane T

57 13.60 13.80 14.00 14.20

97 m/z 69.00 80.59%
5000
29 125
0 Lol gk ‘ i h 4 154 179196 224 257269 320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106350.D

Aca On : 12 Jun 2018 17:47

Operator : JU/SJ

Sample : J3415-02

Misc :

ALS Vial : 15 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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.04 5.00 ng 233728 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 80
4 5.9.13-Pentadecatrien-2-one. 6.1... 262 C18H300 001117-52-8 72
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 58
Abundance Scan 2160 (15.042 min): BF106350.D (-2156) (-) m/z 69.05 100.00%
6o
5000 /
Tl "0 15,00 1620 1540
ol I a g | 316 1 163 169 217239263 201315 345367 | 7, 81.05  48.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4 LI S B UM B
14,80 15.00 15.20 15.40
95 m/z 41.00 21.92%
0 L “‘J ;17 ﬂ ‘161 191 217 273 299 341 367 410
T I IR LN AR UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
' 14.80 15.00 15.20 15.40
5000 m/z 95.10 13.43%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol EEEE BRI
69 14.80 15.00 15.20 15.40
m/z 68.00 12.02%
5000
41
95 137
oL L, J luws  Ses Pt e
m/z--> 50 100 150 200 250 300 350 400 14,80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061218\
Data File : BF106350.D

Acq On : 12 Jun 2018 17:47

Operator : JU/SJ

Sample - J3415-02

Misc :

ALS Vial : 15 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 5.7 ng 256837 1 6.97 895505 20.0
unknown6 .74 6.74 60.9 ng 2726330 1 6.97 895505 20.0
Hexadecanoic acid... 11.88 8.2 ng 402522 4 11.51 988313 20.0
9,12-Octadecadien... 12.57 25.3 ng 1251070 4 11.51 988313 20.0
16-Octadecenoic a... 12.59 40.2 ng 1986360 4 11.51 988313 20.0
Methyl stearate 12.68 4.4 ng 215662 4 11.51 988313 20.0
5-Eicosene, (E)- 13.98 4.8 ng 296483 5 14.16 1230550 20.0
Squalene 15.04 5.0 ng 233728 6 15.71 935116 20.0
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