LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : J4538-04

Misc :

ALS Vial : 21 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-BF080818 .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 5.242 490 494 501 rBV 81846 96511 3.56% 0.328%
2 5.625 555 559 563 rBY 2133932 2110675 77 .88% 7.183%
3 6.625 724 729 732 rBVY 2238105 2265413 83.59% 7.709%
4 6.772 749 754 757 rBVY 2575878 2290318 84.51% 7.794%
5 7.001 789 793 796 rBV 845745 760576 28.06% 2.588%
6 7.154 815 819 823 rBVY 2069162 1808806 66.74% 6.155%
7 7.560 883 888 891 rBVY 1604172 1464624 54.04% 4.984%
8 8.283 1007 1011 1014 rBV 1116513 943707 34.82% 3.211%
9 9.354 1189 1193 1202 rVB 3178506 2710196 100.00% 9.223%
10 9.742 1256 1259 1265 rBV 173127 147604 5.45% 0.502%

11 10.042 1305 1310 1320 rVB 1198632 1067379 39.38% 3.632%
12 10.836 1441 1445 1453 rBV 1612232 1406340 51.89% 4._.786%

13 11.460 1548 1551 1555 rBV3 41395 44727 1.65% 0.152%
14 11.536 1561 1564 1567 rBV 1063481 951034 35.09% 3.236%
15 11.566 1567 1569 1572 rVB 67478 57480 2.12% 0.196%

16 12.042 1647 1650 1655 rBV 109560 106294 3.92% 0.362%
17 13.124 1830 1834 1837 rBV 2109915 1848820 68.22% 6.292%

18 13.554 1904 1907 1911 rVB 60112 45419 1.68% 0.155%
19 13.795 1944 1948 1954 rVB 79629 78528 2.90% 0.267%
20 14.001 1980 1983 1985 rBV 42548 38457 1.42% 0.131%

21 14.030 1985 1988 1998 rVV3 93651 192120 7.09% 0.654%
22 14.124 2001 2004 2011 rVB3 28230 33704 1.24% 0.115%
23 14.189 2011 2015 2019 rBV 847634 794343 29.31% 2.703%
24 14.624 2086 2089 2093 rVB 111299 100616 3.71% 0.342%
25 14.677 2093 2098 2104 rBV3 54693 114807 4.24% 0.391%

26 14.948 2140 2144 2148 rVB 62407 72111 2.66% 0.245%
27 15.036 2155 2159 2162 rVB 93528 103020 3.80% 0.351%
28 15.112 2167 2172 2179 rVB 369707 403294 14.88% 1.372%
29 15.312 2202 2206 2211 rVB 348325 414747 15.30% 1.411%
30 15.377 2212 2217 2229 rBV2 217031 654976 24.17% 2.229%

31 15.748 2271 2280 2286 rBV 537262 823742 30.39% 2.803%
32 15.871 2298 2301 2304 rVB3 51126 57344 2.12% 0.195%
33 15.948 2309 2314 2319 rVB 154733 218638 8.07% 0.744%
34 16.195 2350 2356 2363 rVB 613420 1040243 38.38% 3.540%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : J4538-04

Misc :

ALS Vial : 21 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 :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.330 2369 2379 2386 rBV5 73422 288148 10.63% 0.981%

36 16.471 2397 2403 2407 rBV 121372 229058 8.45% 0.779%
37 16.512 2407 2410 2416 rVB2 52371 102185 3.77% 0.348%
38 16.748 2445 2450 2455 rVB3 57931 101784 3.76% 0.346%
39 17.071 2500 2505 2512 rVB 141391 292516 10.79% 0.995%
40 17.395 2550 2560 2573 rBV 198516 566885 20.92% 1.929%

41 17.571 2581 2590 2608 rBV7 137709 636834 23.50% 2.167%
42 18.012 2657 2665 2681 rBV7 228106 1039847 38.37% 3.539%
43 18.218 2697 2700 2708 rVB3 87733 176733 6.52% 0.601%
44 18.406 2728 2732 2739 rVB6 65306 148414 5.48% 0.505%
45 18.536 2743 2754 2761 rBVS5 133739 450316 16.62% 1.532%

46 18.953 2820 2825 2828 rBV6 41346 86058 3.18% 0.293%

Sum of corrected areas: 29385391
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108517.D
3000000

6.77
2500000

6.62
5.62 7.15
2000000
7.56
1500000

1000000 7.00

500000

N 524 || uls { L

T ——— ) T
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: BF108517.D

3000000

2500000
13.12
2000000

10.84

1500000

10.04
8.28 11.54

1000000

500000

9.74 114557 12.04

e T L e e L —

T T
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: BF108517.D

3000000

2500000

2000000

1500000

1000000 14.19

500000

38 17.397 57 18.01
13.55 1379148 - : AN = .
B |

0=
Time--> 13.50

T
14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 19

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

5.24 2.54 ng 96511 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 494 (5.242 min): BF108517.D (-490) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
| 83.0 | 5.00 5.20 5.40 5.60
o} SN 1 VCUNS GHOVHS | NN e AN M m/z 59.10 54.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L UL L R
59.0 500 520 540 5.60
m/z 101.10 16.74%
o o | 830 093,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 500 520 540 5.60
5000 m/z 58.00 14 .66%
20.0 101.0
T N Il 730 830 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- e A A
59.0 5.00 5.20 5.40 5.60
m/z 41.10 10.09%
5000
41.0
29.0 101.0
0 ‘\‘\ | \‘\50'0‘\\\ 73.0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 1

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

6.77 60.23 ng 2290320 1,4-Dichlorobenzene-d4 7.00
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 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
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 754 (6.772 min): BF108517.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 AR SRR A SRR
400 40 6.40 6.60 6.80 7.00 7.20
Obrr et el e d L b 20017 UL /7 68.10  43.81%
m/z--> 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 .
5000 LRI I LA A
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 33.05%
0'w'“'l'”WJ'w!“'w'“i“?hq“'w'“l“'w'“'w'“l“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 28.60%
33.0 44.0 0.0 105.0
0"|'“'|J“'|'“'|'“§??“'l"“qp'“l"ﬂw"h'ﬁ¥qu"'|“"w"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14396: 1,2,4-Trifluorobenzene L LI L L BN I
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.71%
5000 63.0 610
310 500 | | 100101120
O e e e e e A mman
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Behenic alcohol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.03 4.84 ng 192120 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 l1-Heneicosanol 312 C21H440 015594-90-8 90
3 1-Docosene 308 C22H44 001599-67-3 76
4 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 70
5 n-Tetracosanol-1 354 C24H500 000506-51-4 70
Abundance Scan 1988 (14.030 min): BF108517.D (-1985) (-) m/z 55.10 100.00%
581 g31
5000
1391 100 2000 " 1380 14.00 14.20 14.40
0 m/z 57.10 94 .53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55,0
5000 R AR S SRR B
13.80 14.00 14.20 14.40
0.0 m/z 43.10 92 .40%
ok AL 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> ﬁo 45 éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
580 83.0
" 1380 14.00 14.20 14.40
5000 m/z 83.10 82.68%
29.0
ol 1390 167.0 196.0  238.0 266.0 204.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene R B o
58.0 13.80 14.00 14.20 14.40
m/z 41.10 79.33%
97.0
5000
29.0
125.0
0 L 153.0 181.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 13.|80 14.'00 14.'20 14.'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Eicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.53 ng 100616 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2088 (14.618 min): BF108517.D (-2086) (-) m/z 57.10 100.00%
57.1
| 99.0 " 14.40 14.60 14.80 15.00
' 1550 197.1 281.1 : : - -
Y 8 Y it ot NN m/z 43.10 69.76%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LB BN BRI SN B
mmmmmmmm
m/z 71.10 59.76%
. 27}0|‘ | 9? © 1410 1830 2250 2820
m/z--> 55 100 1%0 200 250 360 3éo
Abundance #209566: Octacosane
57.0
" 14.40 14.60 14.80 15.00
5000 m/z 85.10 37 .95%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 350
Abundance #152416: Tridecane, 1-iodo- LI L B L B B
57.0 14.40 14.60 14.80 15.00
m/z 55.10 28.46%
- VN\PN\_’/J
28.0
99.0 183.0
oL L ,‘. N O [+ Shiesu e
m/z--> 50 100 150 200 250 300 350 14.40 14 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Bromoacetic acid, octadecyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.68 2.89 ng 114807 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 91
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 90
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87
Abundance Scan 2098 (14.677 min): BF108517.D (-2093) (-) m/z 43.10 100.00%
431
83.1
5000
210.0 283.1 14,40 14.60 14.80 15.00
ob—l A m/z 57.10 99.10%
m/z--> 50 100 150 200 250 300 350
Abundance #207396: Bromoacetic acid, octadecyl ester

43.0

.

5000

14.40 14.60 14.80 15.00
m/z 55.10 83.17%

139.0

), 1810 2240209 070

0 fr— ot T
m/z--> 50 100 150 200 250 300 350
Abundance #105686: 13-Tetradecen-1-ol acetate
43.0
R B
8.0 14.40 14.60 14.80 15.00
5000 m/z 83.10 77.53%
111.0
0 Ly ‘ { J\ il \}13?.0}67'0194'0 224.0 254.0
B e o e e e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecy! ester T e e B,
57.0 97.0 14.40 14.60 14.80 15.00
' m/z 97.10 65.59%
5000
125.0
290 224,0250.0
0 | 1201820 22307 T 2970 | 360.0
- II‘I‘I‘I“IIIIIIIIJIIII‘IIIII 7T IIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.11 9.79 ng 403294 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 12-Octadecenal 266 C18H340 056554-91-7 90
4 13-Octadecenal 266 C18H340 056554-90-6 90
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 83
Abundance Scan 2172 (15.112 min): BF108517.D (-2167) (-) m/z 57.10 100.00%
57.1
96.1
5000

14.80 15.00 15.20 15.40

rnﬁﬂmm 222.1250.1 306.3334.4362.5

o I e S LTSRS S AR SsAS LS m/z 43.10 94.84Y%
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-

5000 LA L L L L L L L L
14.80 15.00 15.20 15.40
09.0 m/z 82.10 79.30%
o l|ﬁ3f°16§o_ 2080 2590
e
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal
43.0 82.0
14.80 15.00 15.20 15.40
5000 m/z 55.10 72 .15%
10.0
250.0
. | k | [1380166.019402220
! Lt P , T
m/z--> 50 10 150 200 250 300 350
Abundance #115864: 12-Octadecenal A E
43.0 82.0 14.80 15.00 15.20 15.40
m/z 96.10 55.32%
5000
10.0
1470 1960 224.0252.0
0 i T A
m/z--> 50 100 150 200 250 300 350 14. 80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.31 10.07 ng 414747 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2206 (15.312 min): BF108517.D (-2202) (-) m/z 57.10 100.00%

5000

:

15.00 15.20 15.40 15.60
m/z 43.10 61.58%

0 ! 169.1 2252 281.1

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

-

15.00 15.20 15.40 15.60
m/z 71.10 55.53%

5000

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
N D B BN
15.00 15.20 15.40 15.60
5000 m/z 85.10 40.80%

113.0 169.0 225.0 281.0 337.0 394.0

3

IR R § BN RS A T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202662: Heptacosane
57.0 15.00 15.20 15.40 15.60
m/z 55.10 22 .64%
5000

-

1130 169.0 225.0 281.0  380.0

T et B R LD o TR E .

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. OO 15 20 15.40 15.60

8270-BF080818.M Tue Aug 28 14:42:37 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.38 15.90 ng 654976 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 2218 (15.383 min): BF108517.D (-2212) (-) m/z 57.10 100.00%
57.1
97.1
5000
30.1 15.00 15.20 15.40 15.60 15.80
o 169.1 2081 m/z 43.10 89.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57.0
97.0
5000 AR SRR BRI B B
15. oo 15 20 15. 40 15.60 15.80
l m/z 55.10 84.11%
27,0 i 31? Ol 181.0 222.0252.0 292.0322.0 362.0392.0
m/z--> §0 160 1éo 200 2%0 360 350 460
Abundance #155046: 1-Heneicosanol
580 o070
15.'00 15.'20 15.'40 15.I60 15.|80
5000 m/z 83.10 71.92%
ol2ed | 4| [ oo 1820 2240 2660
m/z--> §0 160 1éo 260 250 360 3%0 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester R R e e e e
57.0 15.00 15.20 15.40 15.60 15.80
97.0 m/z 97.10 66.04%
5000
oL 2710 | ‘ L \ JL . 1820 222 02520 297.0 398.0
m/z--> 5'0 100 150 200 250 3(')0 3&1;0 4(')0 15. oo 15 20 15. 40 15. 60 15 I80

8270-BF080818.M Tue Aug 28 14:42:38 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octadecanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.95 5.31 ng 218638 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 83
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 81
3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 81
4 1.19-Eicosadiene 278 C20H38 014811-95-1 81
5 Stearic acid, 9-hexadecenyl este... 507 C34H6602 022393-91-5 72

Abundance Scan 2314 (15.948 min): BF108517.D (-2309) (-) m/z 57.05 100.00%

5000

IL

15.60 15.80 16.00 16.20
m/z 43.10 89.79%

o 152.2 189.1 222.0251.1 376.3

m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal

M

15.60 15.80 16.00 16.20
m/z 82.05 70.01%

5000

250.0
38.0166.0194.0222.0

04
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
43.0 82.0
T e
15.60 15.80 16.00 16.20
5000 m/z 55.10 64.81%
10.0
o || ‘| 1°0%660 2080 2500
: : e
m/z--> 50 1 O 150 200 250 300 350
Abundance #109264: 1,16-Hexadecanediol R BE TS
55.0 82.0 15.60 15.80 16.00 16.20
m/z 96.10 51.38%
5000
10.0
Onk “‘\|Pwmmmmnm
A B T B AN R e S
m/z--> 50 100 150 200 250 300 350 15 60 15.80 16.00 16.20

8270-BF080818.M Tue Aug 28 14:42:38 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.19 25.26 ng 1040240 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 2355 (16.189 min): BF108517.D (-2350) (-) m/z 57.10 100.00%

517.1
5000

1580 16.00 16.20 16.40 16.60
J 1411 1332
o...,..‘-ﬂﬂ‘ B m/z 43.10 59.22%

m/z--> 50 100 150 200 2&'30 300 350 400
Abundance #194493: Hexacosane
57.0
5000 NN
15. 80 16. OO 16 20 16. 40 16 60
m/z 71.10 57 .46%
I,

99.0
ol L, ﬂ | }410 1830 225.0 267.0 309.0  367.0
e T LA e B LA B o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0

15.80 16.00 16.20 16.40 16.60

5000 m/z 85.05 42 .42%
99.0
0260) | | { || 110 1830 2250 267.0 309.0 351.0 422.0
,,,,,,,
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0 15.80 16.00 16.20 16.40 16.60

m/z 55.10 21.06%

5000
99.0
260] | || . | 1410 183.0 2250 281.0 337.0  394.0

ol VRSN S T AL T

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. OO 16 20 16. 40 16 60

8270-BF080818.M Tue Aug 28 14:42:39 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 12 17-Pentatriacontene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.33 7.00 ng 288148 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 64
2 n-Tetracosanol-1 354 C24H500 000506-51-4 60
3 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 60
4 1-Hexacosanol 382 C26H540 000506-52-5 60
5 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 60
Abundance Scan 2379 (16.330 min): BF108517.D (-2369) (-) m/z 57.10 100.00%
57.1 A
5000
181.1 266.9 16.00 16.20 16.40 16.60
Ob——! m/z 43.10 94 .91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234187: 17-Pentatriacontene
43.0
5000 AU AR DR
7.0 16.00 16,20 16.40 16.60
m/z 55.00 89.56%
0 | [153.0 210.0 267.0 321.0 490.0
m/z--> 0 50 160 150 200 250 300 350 460 4éo 560 séo '
Abundance #186969: n-Tetracosanol-1
43.0
16.00 16,20 16.40 16.60
5000 m/z 83.10 71.79%
y 7.0
0 i | ,154.0 210.0 266.0 3360
m/z--> 6 §o 160 1%0 200 250 300 350 460 4éo 560 séo '
Abundance #241205: Octacosy! heptafluorobutyrate R B B
57.0 16.00 16.20 16.40 16.60
m/z 97.10 66.90%
- I Mﬂj\m-pv/\V/M\“v*vﬂwwﬂuﬁxw
ol l;1690 236.0 292.0337.0 392.0437.0 588.0
m/z--> 6 §o 160 1%0 260 250 300 350 460 4éo 560 séo ' 1600 1620 1640 1660 '

8270-BF080818.M Tue Aug 28 14:42:40 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 13 Dihydrofuran-2-one, 4-(3,4-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.47 5.56 ng 229058 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dihvdrofuran-2-one. 4-(3.4-dimet... 372 C21H2406 1000295-41-7 95
2 Phenol. 4-ethvl-2-methoxv- 152 C9H1202 002785-89-9 41
3 5-l1sopropvl-3.3-dimethvl-2-methv... 152 C10H160 081250-44-4 38
4 O-Methoxv-_.alpha.-methvlbenzvl a... 152 C9H1202 013513-82-1 38
5 3,4-Dimethoxyphenylacetone 194 C11H1403 000776-99-8 30
Abundance Scan 2403 (16.471 min): BF108517.D (-2397) (-) m/z 137.10 100.00%
1
5000
16.20 16.40 16.60 16.80
0 m/z 151.10 78.71%
m/z--> 50 100 150 200 250 300 350
Abundance #198125: Dihydrofuran-2-one, 4-(3,4-dimethoxybenzyl)-3-(4-...
137.0 372.0
5000 AU B U B
16.20 16.40 16.60 16.80
m/z 152.10 30.71%
390 /70 107'0] 17?0 07.0235.0 269.0 300.0 342.0
0..:,.*J:Mpih'ﬂuw..ntz,:..n — T
m/z--> 50 100 150 200 250 300 350
Abundance #25987: Phenol, 4-ethyl-2-methoxy-
137.0
16.20 16.40 16.60 16.80
5000 m/z 372.20 25.37%
39.0 88.0
0.“.“ﬁhim.‘“.h.“‘.“‘l“‘. .Juul‘. T
m/z--> 50 100 150 200 250 300 350
Abundance #25344: 5-1sopropyl-3,3-dimethyl-2-methylene-2,3-dihydrofuran R EEREEmEmEE
137.0 16.20 16.40 16.60 16.80
m/z 138.10 17.22%
43.0
5000
95.0 ‘
0.‘.‘.‘|‘”.”.”.‘.“|‘..‘..luuuuluuuu —
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80

8270-BF080818.M Tue Aug 28 14:42:41 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 14 Hexadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.07 7.10 ng 292516 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanal 240 C16H320 000629-80-1 64
2 Bicvclol4.1.0lheptane. 7-butvl- 152 C11H20 018645-10-8 43
3 Pentadecanal- 226 C15H300 002765-11-9 43
4 7-Azabicvclol4.1.0lheptane. 1-me... 111 C7H13N 025022-25-7 38
5 17-Pentatriacontene 491 C35H70 006971-40-0 38

Abundance Scan 2505 (17.071 min): BF108517.D (-2500) (-) m/z 57.05 100.00%

57.0

82.1

5000

.

16.80 17.00 17.20 17.40
m/z 43.10 84.32%

. 152.1 180.1 207.1 235.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94312: Hexadecanal
57.0 82.0

:

16.80 17.00 17.20 17.40
m/z 82.10 69.05%

5000

137.0 166.0 196.0 55

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25441: Bicyclo[4.1.0]heptane, 7-butyl-
82.0
57.0 LRI U B SR BRI
16.80 17.00 17.20 17.40
5000 m/z 55.10 48.35%

109.0 152.0

:

|
Otprrrrptre
m/z--> 2IO 4I0 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82954: Pentadecanal- A EEaEE TS
82. 16.80 17.00 17.20 17.40
m/z 96.10 46.49%

5000

:

138.0

R EREE mE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40

8270-BF080818.M Tue Aug 28 14:42:41 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 15 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.39 13.76 ng 566885 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2559 (17.389 min): BF108517.D (-2550) (-) m/z 57.10 100.00%
51.1
2000 m
9.1 17.00 17.20 17.40 17.60 17.80
1411 1832213.2 3153  367.3 : : : : :
oLk L gl i o o Lo 2L S5 SIS 40041 70743710 69.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 L SRR DR DU B
17. 00 17. 20 17. 40 17.60 17.80
%. m/z 71.05 56.83%
o 27‘r0\ } i “ L 141.0 1830 225.0 281.0 337.0 394.0
m/z--> §0 100 1%0 200 250 360 3éo 460
Abundance #215181: 2-methyloctacosane
57.0
17.00 17.20 17.40 17.60 17.80
5000 m/z 85.10 41 .81%
99.0
ol28: 0\ J I L! | }4110 183.0 225.0 267.0 309.0 365-0
m/z--> 50 100 1%0 260 2%0 360 350 460
Abundance #185535: Heptadecane, 9-octyl- R B
57.0 17.00 17.20 17.40 17.60 17.80
m/z 55.10 32.40%
5000 VWMW/\VMVJM*J/\VM/M\\V“vAWN
\ J ‘ 9.0 239.0
oL AL | 410 1830 268.0 308.0 352.0
m/z--> % 1m 1% 2m 250 300 3% 4& ﬂ%ﬂ%ﬂ@ﬂmﬂﬁ

8270-BF080818.M Tue Aug 28 14:42:42 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 16 Stigmasterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.57 15.46 ng 636834 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamasterol 412 C29H480 000083-48-7 97
2 Cvclotetracosane 336 C24H48 000297-03-0 49
3 8-Heptadecene. 1-chloro- 272 C17H33ClI 056554-80-4 49
4 Cholesta-22.24-dien-5-o0l. 4.4-di... 412 C29H480 1000128-66-1 47
5 1-Cyclopentyleicosane 350 C25H50 1000357-25-6 46
Abundance Scan 2590 (17.571 min): BF108517.D (-2581) (-) m/z 55.05 100.00%
58.0
5000
3513 4124 | 17.20 17.40 17.60 17.80
o m/z 57.10 69.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216705: Stigmasterol
54.0
255.0
5000 N S UL UL SRR
17.20 17.40 17.60 17.80
18.0 m/z 83.05 65.62%
fo) .|I Ill
m/z--> 50 100 150 200 250 300 350 400
Abundance #174179: Cyclotetracosane
420 30
17.20 17.40 17.60 17.80
5000 m/z 43.10 58.34%
25.0
o1, J I} |, 167.0 210.0 250.0 293.0 336.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #121211: 8-Heptadecene, 1-chloro- B B .
55.0 17.20 17.40 17.60 17.80
m/z 69.10 55_.53%
5000 97.0
Ouuullu'llltl“l‘l?lo ..2?7..(.).. ?7.2..0.|....|....|.. R e B o
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF080818.M Tue Aug 28 14:42:43 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 17 _gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.01 25.25 ng 1039850 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 98
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 60
4 Erqost-7-en-3-ol. (3.beta.)- 400 C28H480 026047-31-4 37
5 Stigmastan-3-en-6-o0l 414 C29H500 1000214-19-7 35
Abundance Scan 2665 (18.012 min): BF108517.D (-2657) (-) m/z 43.10 100.00%
431
5000 105.1

145.1 213.2

381 4414.4 L B AR B
17.60 17.80 18.00 18.20 18.40

m/z 57.05 57.73%

41.2

0!
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol

17.60 17.80 18.00 18,20 18.40
m/z 55.00 54.52%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
R RN B S
17.60 17.80 18.00 18.20 18.40
5000 81.0 m/z 105.05 45.67%
145.0 414.0
78.0 2130 2550 3290 4o
l J I\ ‘ { 89. )
o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- R EaE T B
43.0 17.60 17.80 18.00 18.20 18.40
m/z 81.10 45 .03%
5000
81.0 368.0
145.0 329.0
414.0
213.0 .
m/z--> 0 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20 18.40

8270-BF080818.M Tue Aug 28 14:42:44 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 18 Ethanone, 1,1"-(6-hydroxy-2... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
18.22 4.29 ng 176733 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1.1"-(6-hvdroxv-2.5-be... 218 C12H1004 053947-86-7 64
2 BH-Oxazolol3.2-alpvridine-8-carb... 218 C12H14N202 1000337-58-3 64
3 Indolizine. l1-acetvl-2-methvl-6-... 218 C11H10N203 1000071-33-1 64
4 4-Allvl-5-pvridin-3-vl-2.4-dihvd... 218 C10H10N4S 1000300-40-5 64
5 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H1403 1000186-57-9 47
Abundance Scan 2700 (18.218 min): BF108517.D (-2697) (-) m/z 218.20 100.00%
218.2
5000
95.0
411 33.0 18?'11 257.1 409.3 18.00 18.20 18.40 18.60
0 .~'~,"'.‘.-l.'.-", Ao L m/z 203.20 88.17%
miz--> 50 100 150 200 250 300 350 400
Abundance #75557: Ethanone, 1,1'-(6-hydroxy-2,5-benzofurandiyl)bis-
203.0
5000
43.0 18.00 18.20 18.40 18.60
m/z 95.05 21.30%
, 760 1330
OIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
miz--> 50 100 150 200 250 300 350 400
Abundance #75645: 5H-Oxazolo[3,2-a]pyridine-8-carbonitrile, 6-ethyl-...
203.0
" 18.00 18.20 18.40 18.60
5000 m/z 81.10 20.80%
41.0
oL | 7701060 1639
miz--> 50 100 150 200 250 300 350 400
Abundance #75361: Indolizine, 1-acetyl-2-methyl-6-nitro- L A
218.0 18.00 18.20 18.40 18.60
m/z 205.20 18.73%
5000 157.0
43.0
7.0
0 . |l|J‘L|<EJi|”|1‘|?7|.O||L|‘| . Ill — T T T
miz--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 19 Phosphinic acid, (2-methylp... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.41 3.60 ng 148414 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphinic acid. (2-methvlphenvl... 232 C13H1302P 018593-18-5 38
2 Ouinoline. 2-I2-(3-pvridvDethen... 232 C16H12N2 001586-51-2 35
3 4-Amino-2-methvl-6.7.8.9-tetrahv... 231 C12H13N302 1000300-20-0 25
4 Phosphinic acid. diphenvl-. meth... 232 C13H1302P 001706-90-7 25
5 Cyclohexanamine, 2-[(phenylethyn... 231 C14H17NS 1000327-34-1 22
Abundance Scan 2733 (18.412 min): BF108517.D (-2728) (-) m/z 231.20 100.00%
43.1 231.2
5000 1070 163.1
414.4
! K 28f'° 18.00 18.20 18.40 18.60 18.80
o} S S B B m/z 43.10 86.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #87485: Phosphinic acid, (2-methylphenyl)phenyl-
231.0
5000 165.0 LN SRR SR I
18.00 18.20 18.40 18.60 18.80
65.0 196.0 m/z 232.20 61.29%
115.0
o} —
m/z--> 50 100 150 200 250 300 350 400
Abundance #87739: Quinoline, 2-[2-(3-pyridyl)ethenyl]-
231.0
18.00 18.20 18.40 18.60 18.80
5000 m/z 107.00 44 . 79%
0 .“.!‘.‘t.fg‘..?l‘.‘.‘\..|..“‘..|Jl..“.l....l....l....l..
m/z--> 50 100 150 200 250 300 350 400
Abundance #86644: 4-Amino-2-methyl-6,7,8,9-tetrahydro-pyrrolo[3,4-c]... LI I e e e
231.0 18.00 18.20 18.40 18.60 18.80
m/z 217.20 44 _70%
5000
440 780 1160469 180
[o) wlﬂn.\lhlﬂl JI‘ |"'|‘ll 4 'Jlkl J: I.L\I I\I{I — T
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108517.D

Aca On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample : JA4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 20 4,22-Stigmastadiene-3-one Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.54 10.93 ng 450316 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.22-Stiagmastadiene-3-one 410 C29H460 020817-72-5 94
2 Olean-12-ene 410 C30H50 000471-68-1 83
3 2H-Cvclopropalalnaphthalen-2-one. .. 218 C15H220 006831-17-0 30
4 1.4-Methanoazulene. 7-bromodecah... 282 C15H23Br 024503-54-6 27
5 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 25
Abundance Scan 2755 (18.542 min): BF108517.D (-2743) (-) m/z 55.10 100.00%

55.1 218.2

5000

13.3 367.3 4103 18.20 18.40 18.60 18.80

o m/z 218.20 87.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215910: 4,22-Stigmastadiene-3-one
55.0
5000
95.0 18.20 18.40 18.60 18.80
147.0 271.0 m/z 203.10 74.64%
| ‘ 87.0 229.0 " 3100 367.0 4100
O
m/z--> 50 100 150 200 250 300 350 400
Abundance #215938: Olean-12-ene
218.0
B B e R
18.20 18.40 18.60 18.80
5000 m/z 95.10 66.72%
41.0 10
: 135.0 177. 257.0
I R - L
m/z--> 50 100 150 200 250 300 350 400
Abundance #75950: 2H-Cyclopropa[a]naphthalen-2-one, 1,1a,4,5,6,7,7a, ... o B o
218.0 18.20 18.40 18.60 18.80
m/z 81.10 65.59%
77.0
5000 147.0
41.0 1 g-r J~
85.0
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
Data File : BF108517.D

Acq On : 27 Aug 2018 18:15

Operator : JU/SJ

Sample - J4538-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.24 2.5 ng 96511 1 7.00 760576 20.0
unknown6.77 6.77 60.2 ng 2290320 1 7.00 760576 20.0
Behenic alcohol 14.03 4.8 ng 192120 5 14.19 794343 20.0
Eicosane 14.62 2.5 ng 100616 5 14.19 794343 20.0
Bromoacetic acid,... 14.68 2.9 ng 114807 5 14.19 794343 20.0
Oxirane, hexadecyl- 15.11 9.8 ng 403294 6 15.75 823742 20.0
Tetratetracontane 15.31 10.1 ng 414747 6 15.75 823742 20.0
Octacosanol 15.38 15.9 ng 654976 6 15.75 823742 20.0
Octadecanal 15.95 5.3 ng 218638 6 15.75 823742 20.0
Hexacosane 16.19 25.3 ng 1040240 6 15.75 823742 20.0
17-Pentatriacontene 16.33 7.0 ng 288148 6 15.75 823742 20.0
Dihydrofuran-2-on... 16.47 5.6 ng 229058 6 15.75 823742 20.0
Hexadecanal 17.07 7.1 ng 292516 6 15.75 823742 20.0
Octacosane 17.39 13.8 ng 566885 6 15.75 823742 20.0
Stigmasterol 17.57 15.5 ng 636834 6 15.75 823742 20.0
-gamma.-Sitosterol 18.01 25.3 ng 1039850 6 15.75 823742 20.0
Ethanone, 1,1"-(6... 18.22 4.3 ng 176733 6 15.75 823742 20.0
Phosphinic acid, ... 18.41 3.6 ng 148414 6 15.75 823742 20.0
4,22-Stigmastadie... 18.54 10.9 ng 450316 6 15.75 823742 20.0
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