LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF071017\
Data File : BF096613.D
Aca On : 10 Jul 2017 20:53 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22Ie - 14084-06 TP9-MH2108-COMP
ALS Vial : 11 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:\HPCHEM1I\BNA F\METHODS\8270-BF070117.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 4.875 469 474 482 rVB 350671 508173 20.48% 2.036%
2 5.298 541 546 549 rBVY 2509578 2456070 99.00% 9.839%
3 6.322 715 720 723 rBV 2419187 2480904 100.00% 9.939%
4 6.451 737 742 745 rBVY 2548410 2434064 98.11% 9.751%
5 6.681 777 781 785 rBV 816403 663810 26.76% 2.659%
6 6.840 803 808 811 rBVY 1959088 1736665 70.00% 6.957%
7 7.239 871 876 880 rBVY 1440871 1564282 63.05% 6.267%
8 7.340 888 893 898 rVB5 17156 25111 1.01% 0.101%
9 7.963 995 999 1003 rBVY 1011565 919922 37.08% 3.685%
10 8.263 1045 1050 1053 rvB4 19303 28086 1.13% 0.113%
11 8.404 1070 1074 1078 rBV 138289 137932 5.56% 0.553%
12 8.769 1134 1136 1141 rVB4 19730 27070 1.09% 0.108%
13 8.881 1153 1155 1159 rVB3 31984 31029 1.25% 0.124%

14 9.004 1171 1176 1178 rBV 188372 193891 7.82% 0.777%
15 9.039 1178 1182 1185 rVB 2304846 2215806 89.31% 8.877%

16 9.122 1192 1196 1200 rBV5 53018 70682 2.85% 0.283%
17 9.298 1221 1226 1229 rBV3 29227 51843 2.09% 0.208%
18 9.433 1245 1249 1251 rBV 357872 320762 12.93% 1.285%
19 9.457 1251 1253 1255 rVB 272590 207695 8.37% 0.832%

20 9.610 1273 1279 1280 rBV6 21873 39763 1.60% 0.159%
21 9.633 1280 1283 1286 rVB3 51438 47732 1.92% 0.191%
22 9.663 1286 1288 1291 rBV3 26447 26858 1.08% 0.108%
23 9.716 1291 1297 1300 rBV 960341 1017099 41.00% 4_.075%
24 9.886 1320 1326 1328 rBV5 27567 44869 1.81% 0.180%
25 9.922 1329 1332 1335 rVB2 72767 75200 3.03% 0.301%
26 9.986 1340 1343 1347 rBV2 71847 64374 2.59% 0.258%
27 10.092 1357 1361 1362 rBV3 20507 26296 1.06% 0.105%
28 10.280 1391 1393 1397 rVB3 29901 33446 1.35% 0.134%

29 10.380 1406 1410 1414 rBV 311074 306183 12.34% 1.227%
30 10.498 1425 1430 1434 rBV 1501424 1461511 58.91% 5.855%

31 10.645 1450 1455 1462 rBV 602883 642620 25.90% 2.574%

32 10.828 1483 1486 1489 rBV3 36231 49244 1.98% 0.197%
33 10.857 1489 1491 1494 rVB2 47318 45431 1.83% 0.182%
34 11.080 1526 1529 1531 rBV 42506 48505 1.96% 0.194%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO071017\

Data File : BF096613.D

Aca On : 10 Jul 2017 20:53

Operator : SJ/JU

3?22'6 i 14084-06 TP9-MH2108-COMP
ALS Vial : 11 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF070117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 11.110 1531 1534 1538 rVB 377099 352580 14.21% 1.412%

36 11.192 1543 1548 1551 rBV 1058299 948900 38.25% 3.801%

37 11.457 1590 1593 1597 rVB 68044 73028 2.94% 0.293%
38 11.551 1606 1609 1614 rVB6 22459 25322 1.02% 0.101%
39 11.733 1636 1640 1642 rBV3 32983 35315 1.42% 0.141%
40 11.827 1654 1656 1661 rVB2 33336 32653 1.32% 0.131%
41 12.192 1715 1718 1723 rVB4 22512 28357 1.14% 0.114%

42 12.774 1812 1817 1821 rBV 1966086 1937448 78.09% 7.762%
43 13.680 1966 1971 1977 rBV 127906 136640 5.51% 0.547%
44 13.816 1990 1994 1998 rBVY 837721 765598 30.86% 3.067%
45 14.674 2136 2140 2144 rBVY 61267 61740 2.49% 0.247%

46 15.210 2227 2231 2238 rBVY 450323 561223 22.62% 2.248%

Sum of corrected areas: 24961732
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096613.D

Aca On : 10 Jul 2017 20:53

Operator : SJ/JU

Sample : 14084-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

TPY-

MH2108-COMP

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF096613.D

5|30 38|45

4.87

6.84

6.68

7.24

0

Time-->

T
5.50

T
3.50

T
4.00

T
4.50

T
5.00

T
2.50

T
3.00

7.50

Abundance
2500000

2000000

1500000

7.96

1000000

500000

TIC: BF096613.D
9.04

10.50

11.19

9.72

1146
A .55183 12.19

12.77

13.

Time-->

12.00

I I
9.50 10.00 10.50 11.00 11.50

12.50

13.00

13.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF096613.D

13.82

15.21

14.67

Time-->

14.00

18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO071017\

Data File : BF096613.D

Aca On : 10 Jul 2017 20:53

Operator : SJ/JU

ﬁ?ggle i 14084-06 TP9-MH2108-COMP
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 3

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

4._.87 15.31 ng 508173 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 473 (4.869 min): BF096613.D (-469) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 DAL RS SRS SRR
4.60 4.80 5.00 5.20
O el 809830 | w/z 59.00 53.55%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL
59.0 460 480 500 520
m/z 101.10 14 ._.79%
31.0 83.0 93010‘1.0
O o . T e e o T
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
" 460 480 500 520
5000 m/z 58.00 14 .20%
410 101.0
o 15.0 310 77 510 69.0 83.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.42%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ 510“‘ . . 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO071017\

Data File : BF096613.D

Aca On : 10 Jul 2017 20:53

Operator : SJ/JU

ﬁ?ggle i 14084-06 TP9-MH2108-COMP
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 unknown6.45 Concentration Rank 1

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

6.45 73.34 ng 2434060 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 742 (6.451 min): BF096613.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 PSSP AARBESARBE N
40.1 540 6.20 6.40 6.60 6.80
0 gL.0 S m/z 68.10 38.77%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IERSENASE RAREE LR A
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.74%
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
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 25.01%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R e e A EEa
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.27%
74.0
5000 9go 1160
0 T II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| AR B
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO071017\

Data File : BF096613.D

Aca On : 10 Jul 2017 20:53

Operator : SJ/JU

ﬁ?ggle i 14084-06 TP9-MH2108-COMP
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Decane, 2,6,7-trimethyl- Concentration Rank 8

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

8.40 3.00 ng 137932 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.6.7-trimethvl- 184 C13H28 062108-25-2 64
2 Oxalic acid. 2-ethvlhexvl hexvl ... 286 C16H3004 1000309-38-9 64
3 Decane. 2.4-dimethvl- 170 C12H26 002801-84-5 59
4 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 53
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 53

Abundance Scan 1073 (8.398 min): BF096613.D (-1070) (-) m/z 57.05 100.00%
57.0
43.0 71.0
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
85.1 113.2 8.00 8.20 840 860 8.80
0..,....,....-,!:..,..”.,....';:...,.!'..,.?.7.?....,.”...,.1.2.7.,0....,....,....,.... m/z 71.05 55.84%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #48892: Decane, 2,6,7-trimethyl-
57.0
43.0
5000 710
8.00 8.20 840 860 8.80
m/z 43.05 55.35%
O'W"”I'””JL'W'j”I'”JI”'Wéi?l”?%9'ffﬁ?ﬁ'”'I”}ﬁ%g'l”'ﬁ"”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0 57.0
10 SRS R
8.00 8.20 840 860 8.80
5000 m/z 41.00 29.31%
29.0 850 112.0
0 97.0 129.0 157.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38339: Decane, 2,4-dimethyl- R B
43.0 8.00 8.20 8.40 860 8.80
57.0 m/z 56.00 22 .50%
5000 710
85.0
29.0
o oL ‘ | 99.0 112.0 1270 155.0
m/z--> 20 30 40 50 6|O 70 80 90 100 ﬁo 120 130 140 150 160 800 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO071017\

Data File : BF096613.D

Aca On : 10 Jul 2017 20:53

Operator : SJ/JU

ﬁ?ggle i 14084-06 TP9-MH2108-COMP
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Undecane, 3,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.38 6.02 ng 306183 Acenaphthene-d10 9.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 90
2 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 87
3 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 81
4 Tetracosane 338 C24H50 000646-31-1 59
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 58
Abundance Scan 1410 (10.380 min): BF096613.D (-1406) (-) m/z 57.05 100.00%
57.0
o b e AM_JVL
1 —rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—h
99.1113.1757 1 10.00 10.20 10.40 10.60
0..,....,|'... bl T 12(714111562109.21832 1 o707 43,10 44.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48868: Undecane, 3,5-dimethyl-
57.0
W0 w0 710 1000 1020 10.40 1060
0,
9.0 85.0 gg. m/z 71.05 40.14%
0 o T7113.0127.0141,0155.0160,0 184.0
mz> 20 40 6 8 1b0 130 w0 1% 180
Abundance
57.0
43.0 A e 1
10.00 10.20 10.40 10.60
5000 71.0 m/z 41.00 21.02%
29.0 85.0
o 99.0 113.0 141.01550 184.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl- L B B
57.0 10.00 10.20 10.40 10.60
m/z 85.10 16.85%
- | AM@J\JL
71.0
29.0
0 T L, 9801130457 0141.0155.0169.0 184.0
m/z--> 20 Jo éo 80 100 120 140 160 180 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO071017\

Data File : BF096613.D

Aca On : 10 Jul 2017 20:53

Operator : SJ/JU

ﬁ?ggle i 14084-06 TP9-MH2108-COMP
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Undecane, 4,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.65 13.54 ng 642620 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 86
2 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 78
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 53
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 50
Abundance Scan 1456 (10.651 min): BF096613.D (-1450) (-) m/z 57.05 100.00%
57.0
5000
85.1 ) e M
1131 10.40 10.60 10.80 11.00
183.2
0 .,....,|...|I,..'..,....J,..!I.,..l.f‘,l..%.,.... 98 Tm/z 71.05  63.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48869: Undecane, 4,6-dimethyl-
57.0
5000
10.40 10.60 10.80 11.00
29.0 85.0 m/z 43.05 51.09%
' | ' 1130 141 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
'~ 10.40 10.60 10,80 11.00
5000 m/z 85.10 23.43%
29.0 80
: 112.0
o 140.0 4650 2110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71407: Dodecane, 2,7,10-trimethyl- T T T T
57.0 10.40 10.60 10.80 11.00
m/z 41.05 20.88%
5000
29.0 85.0
o L] | 130 140 1830
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO071017\

Data File : BF096613.D

Aca On : 10 Jul 2017 20:53

Operator : SJ/JU

ﬁ?ggle i 14084-06 TP9-MH2108-COMP
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.11 7.43 ng 352580 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Decane. 2-methvl- 156 C11H24 006975-98-0 87
3 Tridecane. 3-ethvl- 212 C15H32 013286-73-2 86
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 1534 (11.110 min): BF096613.D (-1531) (-) m/z 57.10 100.00%
57.1 ”
5000
—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—[
141.2 10.80 11.00 11.20 11.40
0 169.2 1971 m/z 71.10 60.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane
57.0
85.0 10.80 11.00 11.20 11.40
29.0 m/z 43.05 50.33%
113.0 169.0
0 ---.-‘-‘--‘.‘---1.--‘--.‘----‘.---‘-.-‘---.1-4-9-'9 e 2480
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance
43.0
10,80 11.00 11.20 11.40
5000 71.0 m/z 85.10 34.19%
1130 1410
O o R M B
m/z--> 25 45 éo éo 160 150 150 1éo 180 200 250 250
Abundance #71397: Tridecane, 3-ethyl- e R E o s et
43.0 10.80 11.00 11.20 11.40
m/z 41.00 23.68%
71.0
5000
183.0
. Ll ‘ D00 s | a2
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 180 200 22'0 24'10 10 80 11. oo 11. 20 11. 40 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO071017\

Data File : BF096613.D

Aca On : 10 Jul 2017 20:53

Operator : SJ/JU

ﬁ?ggle i 14084-06 TP9-MH2108-COMP
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.68 3.57 ng 136640 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Pentafluoropropionic acid. tride... 346 C16H27F502 959261-22-4 91
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 1971 (13.680 min): BF096613.D (-1966) (-) m/z 57.05 100.00%
57.0
83.1
5000
113.40 13.60 13.80 14.00
Oty m/z 43.05 86.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
550 83.0
5000 SR AR SUNILR SR B
13.40 13.60 13.80 14.00
29.0 m/z 55.05 82 .05%
ol 1390 167.0 1060 238.0 266.0 294.0
m/z--> %mmmmmmmmmmmmmmm
Abundance
43.0
69.0 SR AR SUNILR SR SR
97.0 13.40 13.60 13.80 14.00
5000 m/z 83.10 70.77%
125.0
0l15:0 15401820 5370 328.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #182418: Bromoacetic acid, pentadecyl ester
430  g30 13.40 13.60 13.80 14.00
m/z 97.10 65.67%
5000
. L 141.0 182.0208.0 2550
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO071017\

Data File : BF096613.D

Aca On : 10 Jul 2017 20:53

Operator : SJ/JU

ﬁ?ggle i 14084-06 TP9-MH2108-COMP
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 9
R.T. EstConc Area Relative to ISTD R.T.
14.67 2.20 ng 61740 Perylene-di12 15.22
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 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 86
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 78
5 trans-Farnesol 222 C15H260 000106-28-5 64
Abundance Scan 2139 (14.668 min): BF096613.D (-2136) (-) m/z 69.05 100.00%
69.0
5000
Lo s amo 120 140 1430 1500
o..-.,-l.'~..||-"..L.‘. S AL s m/z 81.05 55.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000
14.40 14.60 14.80 15.00
m/z 41.00 31.98%
o e ﬂroﬂ 0“13”79 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14,40 14.60 14.80 15.00
5000 m/z 95.00 12 .50%
137.0
ol29.0 107.0 191.0 231.0 273.0 341.0 410.0
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...
69.0 14.40 14.60 14.80 15.00
m/z 121.10 11.19%
5000
rll
o229 Lk 190 1920 210 prag smso o
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF071017\

Data File : BF096613.D

Acq On : 10 Jul 2017 20:53

Operator : SJ/JU

3?22'6 i 14084-06 TP9-MH2108-COMP
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.87 15.3 ng 508173 1 6.68 663810 20.0
unknown6 .45 6.45 73.3 ng 2434060 1 6.68 663810 20.0
Decane, 2,6,7-tri... 8.40 3.0 ng 137932 2 7.96 919922 20.0
Undecane, 3,5-dim... 10.38 6.0 ng 306183 3 9.71 1017100 20.0
Undecane, 4,6-dim... 10.65 13.5 ng 642620 4 11.19 948900 20.0
2-Bromo dodecane 11.11 7.4 ng 352580 4 11.19 948900 20.0
1-Heneicosanol 13.68 3.6 ng 136640 5 13.82 765598 20.0
Squalene 14.67 2.2 ng 61740 6 15.22 561223 20.0
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