LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096601.D

Aca On : 10 Jul 2017 15:18

Operator : SJ/JU

Sample : 14061-10

Misc :

ALS Vial : 13 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 4.875 469 474 487 rVB 301128 421577 14.85% 1.673%
2 5.298 541 546 549 rBVY 2631157 2643289 93.08% 10.493%
3 6.328 715 721 734 rVB 2388260 2747168 96.74% 10.905%
4 6.451 737 742 746 rBVY 2481922 2626441 92.49% 10.426%
5 6.681 777 781 785 rBV 744524 600806 21.16% 2.385%
6 6.839 803 808 811 rBVY 2210847 1988872 70.04% 7 .895%
7 7.245 871 877 880 rBVY 1633317 1683606 59.29% 6.683%
8 7.963 994 999 1002 rBV 961536 826872 29.12% 3.282%
9 9.039 1177 1182 1186 rBV 2638757 2839659 100.00% 11.272%
10 9.433 1245 1249 1252 rBV 238989 191109 6.73% 0.759%
11 9.622 1273 1281 1285 rBV6 19233 37657 1.33% 0.149%
12 9.716 1291 1297 1300 rBV 852719 890453 31.36% 3.535%
13 10.163 1370 1373 1375 rVB 40720 36140 1.27% 0.143%
14 10.380 1403 1410 1412 rBvV3 23102 35977 1.27% 0.143%
15 10.498 1425 1430 1434 rBVY 1596854 1699759 59.86% 6.747%
16 10.633 1450 1453 1462 rVB 55634 78683 2.77% 0.312%
17 11.192 1544 1548 1551 rBVY 1008445 849577 29.92% 3.372%
18 11.263 1555 1560 1563 rBvV3 31432 37335 1.31% 0.148%
19 11.433 1585 1589 1594 rBV5 27724 38713 1.36% 0.154%
20 11.733 1637 1640 1642 rBV2 60344 48484 1.71% 0.192%
21 12.245 1724 1727 1730 rVB3 23369 29729 1.05% 0.118%
22 12.398 1750 1753 1756 rBV 106732 82660 2.91% 0.328%

23 12.621 1787 1791 1794 rBV 105641 106095 3.74% 0.421%
24 12.780 1813 1818 1821 rBV 2468184 2564585 90.31% 10.180%
25 13.680 1967 1971 1978 rVB 210059 218390 7.69% 0.867%

26 13.821 1990 1995 1998 rBV 838309 850963 29.97% 3.378%

27 14.310 2075 2078 2083 rBV 79818 86977 3.06% 0.345%
28 14.674 2136 2140 2142 rBV 78052 79090 2.79% 0.314%
29 14.821 2162 2165 2167 rBV 26591 29313 1.03% 0.116%
30 14.915 2178 2181 2189 rVB4 40638 64312 2.26% 0.255%
31 15.215 2227 2232 2238 rBV 474202 561969 19.79% 2.231%
32 15.704 2311 2315 2320 rBV6 23665 35582 1.25% 0.141%
33 16.721 2482 2488 2494 rBVS 24716 60591 2.13% 0.241%
34 17.815 2665 2674 2686 rBVS8 28594 99296 3.50% 0.394%

8270-BF070117.M Tue Jul 11 16:14:09 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096601.D

Aca On : 10 Jul 2017 15:18

Operator : SJ/JU

Sample : 14061-10

Misc :

ALS Vial : 13 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

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

Method
Title

Sum of corrected areas: 25191729
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096601.D

Aca On : 10 Jul 2017 15:18

Operator : SJ/JU

Sample : 14061-10

Misc :

ALS Vial : 13 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

Abundance TIC: BF096601.D

2500000 530 63345
6.84

2000000
7.25
1500000

1000000
6.68

500000

4.87

I L

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: BF096601.D

2500000

2000000

10.50
1500000

11.19

7.96
1000000 9.72

500000

e R e e s

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF096601.D

2500000

2000000
1500000
10000001 13.82

500000
1431 14.671gp92 15.70 16.72 17.82

e e e e e e e e e B

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096601.D

Aca On : 10 Jul 2017 15:18

Operator : SJ/JU

Sample : 14061-10

Misc :

ALS Vial : 13 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 14.03 ng 421577 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 64
2 3-Hexanol 102 C6H140 000623-37-0 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 473 (4.869 min): BF096601.D (-469) (-) m/z 43.00 100.00%
43.0
59.0
5000
| M IR 2k 560 8%
o) EEEEEESEESRDY N MINESSOPY | PRBSERESSIS. SSSM M m/z 59.00 55.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "o aho o sk
0,
150 a0 1010 m/z 58.00 15.86%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520
5000 310 430 73.0 m/z 101.10 13.74%
84.0 101.0
e S S SIS SULIULS SURILIL IS IULIULS IULR LS LI I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- A N mam
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.98%
5000
410 101.0
oL 150 30 Tls00, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096601.D

Aca On : 10 Jul 2017 15:18

Operator : SJ/JU

Sample : 14061-10

Misc :

ALS Vial : 13 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 87.43 ng 2626440 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 742 (6.451 min): BF096601.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 s40 | %.1 " 620 640 6.60 6.80
o Y Ot 1 R =X 1A B | m/z 68.10 39.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 i
5000 IRSENAEE AR LR A
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 31.80%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 620 640 6.60 6.80
5000 67.0 m/z 66.00 25.06%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L L B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.40%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096601.D

Aca On : 10 Jul 2017 15:18

Operator : SJ/JU

Sample : 14061-10

Misc :

ALS Vial : 13 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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.68 5.13 ng 218390 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 95
2 1-Docosene 308 C22H44 001599-67-3 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91
Abundance Scan 1971 (13.680 min): BF096601.D (-1967) (-) m/z 57.00 100.00%
57.0
83.0
5000
13.40 13.60 13.80 14.00
Otrrrprerril m/z 43.05 92 .83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 LI UL BN S B
1340 13.60 13.80 14.00
29.0 m/z 55.00 92 .29%
0 Ll 196.0 224.0  269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 83.05 73.79%
29.0
125.0
0 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol A B a
55,0 83.0 13.40 13.60 13.80 14.00
m/z 97.05 63.81%
- J\JW
29.0
0 I 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 45 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:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096601.D

Aca On : 10 Jul 2017 15:18

Operator : SJ/JU

Sample : 14061-10

Misc :

ALS Vial : 13 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 1-Hexadecanesulfonyl chloride Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.31 2.04 ng 86977 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 87
3 Cvclopentane. (4-octvldodecvl)- 350 C25H50 005638-09-5 87
4 Triacontvl heptafluorobutvrate 634 C34H61F702 1000351-83-2 83
5 17-Pentatriacontene 491 C35H70 006971-40-0 80

Abundance Scan 2078 (14.310 min): BF096601.D (-2075) (-) m/z 57.00 100.00%
5%.0
5000 7.1
39.2 14.00 14.20 14.40 14.60
183.2 237.0
0 ..-.,-.l-..‘,-Jl.'..,....,....,.2]8.1.1,....,....,....,...., m/z 43.05 82.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164026: 1-Hexadecanesulfonyl chloride
57.0
5000 R AR SO UL SRR
mmmmmmmm
m/z 55.00 66.51%
224.0
o ,‘I,‘,\‘IW\ \ ‘\h \‘ ] h A {8}9 ,,\ b
m/z--> 50 250 300 350 400 450
Abundance
57.0
97.0 14.00 14.20 14.40 14.60
5000 m/z 83.10 51.56%
0 B%mmnm%mmmmmwm%m4mo
m/z--> 56 160 1éo 260 250 300 350 460 4%0 '
Abundance #184207: Cyclopentane, (4-octyldodecyl)- e A RERREEEES
43.0 14.00 14.20 14.40 14.60
m/z 97.10 44 .72%
83.0
5000
25.0
oL i L, jML1670 23f?02780 350.0
m/z--> 56 100 1éo 260 2éo 360 3%0 460 4%0 ' 1400 1420 1440 1J60 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096601.D

Aca On : 10 Jul 2017 15:18

Operator : SJ/JU

Sample : 14061-10

Misc :

ALS Vial : 13 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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .67 2.81 ng 79090 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 86
2 Supraene 410 C30H50 007683-64-9 80
3 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 72
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 64
5 trans-Farnesol 222 C15H260 000106-28-5 64
Abundance Scan 2139 (14.668 min): BF096601.D (-2136) (-) m/z 69.10 100.00%
69.1
137.1 " 14'40 1460 1480 1500
AO 07. 175.1 14.40 14.60 14.80 15.00
oL 3Ly P0G Ay frodzora 2580 L7 8110 52.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
5000 LR UL UL IR SR
14,40 14.60 14.80 15.00
m/z 41.10 33.02%
29.0“ oy \Jr H- ) ‘\ 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 95.10 13.22%
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 #86903: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- R EEEEE RS
69.0 14.40 14.60 14.80 15.00
m/z 68.05 12._.70%
5000
136.0
0 27\\\9 IL. J JHOS Oh h 175.0 23':"0
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096601.D

Aca On : 10 Jul 2017 15:18

Operator : SJ/JU

Sample : 14061-10

Misc :

ALS Vial : 13 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 unknownl14.92 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .92 2.29 ng 64312 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 49
2 10-MethvlInonadecane 282 C20H42 056862-62-5 49
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 47
4 Hentriacontane 437 C31H64 000630-04-6 47
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 47

Abundance Scan 2182 (14.921 min): BF096601.D (-2178) (-) m/z 57.10 100.00%

57.1

85.0

5000

113.0 14.60 14.80 15.00 15.20

153.1 189.0

o} m/z 71.05 71.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0
85.0
5000 LA L L L L L B LB L |
14.60 14.80 15.00 15.20
0
2.0 113.0 m/z 43.10 70.87%
0.thwpﬂqhupﬂ.””.”.””.”.””.”.””.”.””“”.””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
s R
85.0 14.60 14.80 15.00 15.20
5000 ' m/z 85.05 61.39%
154.0
29.0
o 113.0 267.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194499: Eicosane, 7-hexyl- e AREEEEEaSEE
57.0 14.60 14.80 15.00 15.20
m/z 252.10 49 _.88%
5000 85.0
113.0
o |y 1410 1820 2170 520 28103080 337.0
A s Laa A s na e e e RaT o Faaa e B mamma EE TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15.00 15.20

8270-BF070117.M Tue Jul 11 16:14:13 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096601.D

Aca On : 10 Jul 2017 15:18

Operator : SJ/JU

Sample : 14061-10

Misc :

ALS Vial : 13 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 unknownl6.72 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.72 2.16 ng 60591 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-v-Triazolol4.5-d1lpvrimidine. ... 204 C9H12N6 034257-66-4 43
2 (2R.4RY-p-Mentha-I1(7).81-diene.... 168 C10H1602 1000292-74-1 27
3 4-Methvl-2.3-hexadien-1-ol 112 C7H120 1000196-09-6 27
4 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 25
5 Cyclopropane, 1,1-dichloro-3-(1,... 194 C9H16CI2 017171-92-5 14
Abundance Scan 2488 (16.721 min): BF096601.D (-2482) (-) m/z 55.10 100.00%
54.1
204.2
93.0
5000
16,40 16.60 16.80 17.00
Obprre m/z 57.05 80.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64851: 3H-v-Triazolo[4,5-d]pyrimidine, 7-[(3-methyl-2-but...
41.0
5000 69.0 1340 1750 2040 16.40 16.60 16.80 17.00
107.0 m/z 204.20 T4.72%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0 93.0 A
41.0 SR | N I
134.0 16.|40 16.|60 16.|80 17.'00 '
5000 m/z 93.00 64.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6561: 4-Methyl-2,3-hexadien-1-ol

.0 16.40 16.60 16.80 17.00
m/z 105.10 54 .68%

5000

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096601.D

Aca On : 10 Jul 2017 15:18

Operator : SJ/JU

Sample : 14061-10

Misc :

ALS Vial : 13 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
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Peak Number 10 unknownl7.82 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.82 3.53 ng 99296 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 46
2 4-Methvl-1.4-heptadiene 110 C8H14 013857-55-1 38
3 4.7.7-Trimethvlbicvclol2.2.1Thep... 207 C13H21NO 1000210-89-8 30
4 1.6-Cvclodecadiene 136 C10H16 007049-13-0 25
5 _alpha.-Bulnesene 204 C15H24 1000374-19-9 25
Abundance Scan 2675 (17.821 min): BF096601.D (-2665) (-) m/z 95.00 100.00%
55.0 94.0 135.1
5000
"' 17,60 17.80 18.00 18.20
0 m/z 55.00 95.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64517: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-...
41.0 105.0 204.0
81.0
5000 161.0 R SUNIE SR SO U
133.0 17.60 17.80 18.00 18.20
‘ m/z 135.05 94 .38%
0 R ERARNaEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0 67.0 950
17.60 17.80 18.00 18.20
5000 m/z 107.10 81.49%
015.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66960: 4,7,7-Trimethylbicyclo[2.2.1]heptan-2-one O-allyloxim
17.60 17.80 18.00 18.20
m/z 121.10 72.71%
5000 95.0
69.0 164.0 207.0
134.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071017\
Data File : BF096601.D

Acq On : 10 Jul 2017 15:18

Operator : SJ/JU

Sample : 14061-10

Misc :

ALS Vial : 13 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 14.0 ng 421577 1 6.68 600806 20.0
unknown6 .45 6.45 87.4 ng 2626440 1 6.68 600806 20.0
Trifluoroacetoxy ... 13.68 5.1 ng 218390 5 13.82 850963 20.0
1-Hexadecanesulfo... 14.31 2.0 ng 86977 5 13.82 850963 20.0
Squalene 14.67 2.8 ng 79090 6 15.22 561969 20.0
unknownl14 .92 14.92 2.3 ng 64312 6 15.22 561969 20.0
unknownl6.72 16.72 2.2 ng 60591 6 15.22 561969 20.0
unknownl17 .82 17.82 3.5 ng 99296 6 15.22 561969 20.0
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