LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial : 20 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 5.248 491 495 504 rvB 108070 128895 3.77% 0.445%
2 5.442 525 528 538 rVB 32765 38055 1.11% 0.132%
3 5.631 555 560 563 rBY 2996403 2743479 80.18% 9.482%
4 6.625 724 729 732 rBVY 2971673 2916729 85.25% 10.081%
5 6.772 749 754 757 rBVY 3283120 2938743 85.89% 10.157%
6 7.001 789 793 796 rBV 894627 802696 23.46% 2.774%
7 7.154 815 819 823 rBVY 2629185 2319074 67.78% 8.015%
8 7.560 883 888 896 rBY 1870055 2002835 58.54% 6.922%
9 8.283 1007 1011 1014 rBV 1188585 1000911 29.25% 3.459%
10 9.354 1187 1193 1197 rBVY 3657104 3421547 100.00% 11.826%

11 9.742 1256 1259 1265 rBV 215275 190012 5.55% 0.657%
12 9.936 1289 1292 1298 rBV 60679 55316 1.62% 0.191%
13 10.042 1306 1310 1318 rBV2 1307647 1156828 33.81% 3.998%
14 10.836 1441 1445 1453 rBV 2130302 1955515 57.15% 6.759%
15 11.542 1561 1565 1568 rBV 1121188 1064525 31.11% 3.679%

16 12.042 1647 1650 1655 rBV 62643 55278 1.62% 0.191%
17 13.124 1830 1834 1837 rBV 2781564 2370835 69.29% 8.194%
18 13.671 1924 1927 1930 rBV2 39937 37038 1.08% 0.128%
19 14.001 1980 1983 1985 rBV 57232 47922 1.40% 0.166%

20 14.036 1985 1989 2001 rVB3 78153 179208 5.24% 0.619%

21 14.189 2011 2015 2019 rBV 847593 811357 23.71% 2.804%

22 14.318 2034 2037 2040 rVB 59957 48111 1.41% 0.166%
23 14.624 2086 2089 2093 rBV 93156 85166 2.49% 0.294%
24 14.954 2139 2145 2153 rVB 93886 162134 4.74% 0.560%
25 15.036 2156 2159 2163 rVB 35965 38913 1.14% 0.134%

26 15.112 2168 2172 2177 rVB 101460 108947 3.18% 0.377%
27 15.312 2202 2206 2212 rVB 161239 180426 5.27% 0.624%
28 15.401 2215 2221 2233 rVV6 42720 139943 4._.09% 0.484%
29 15.748 2272 2280 2287 rBV 558476 799568 23.37% 2.764%

30 15.948 2310 2314 2321 rVB3 48864 72699 2.12% 0.251%
31 16.195 2350 2356 2364 rVB 218285 342894 10.02% 1.185%
32 16.330 2375 2379 2386 rBV9 21519 58197 1.70% 0.201%
33 16.571 2417 2420 2426 rVB4 33332 54791 1.60% 0.189%
34 16.748 2445 2450 2455 rBV2 34041 61898 1.81% 0.214%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial =: 20 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 = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.071 2500 2505 2513 rVB4 41078 81635 2.39% 0.282%

36 17.395 2554 2560 2571 rBV2 55483 143823 4._.20% 0.497%
37 17.700 2607 2612 2620 rVBS8 44698 103492 3.02% 0.358%
38 18.036 2661 2669 2672 rBVS8 43188 114042 3.33% 0.394%
39 18.524 2746 2752 2760 rBVS8 37228 99332 2.90% 0.343%

Sum of corrected areas: 28932809
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\

BF108516.D

27 Aug 2018 17:48

JussJ

J4538-03

20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF080818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9

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

5.25 3.21 ng 128895 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 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 495 (5.248 min): BF108516.D (-491) (-) m/z 43.05 100.00%
43.0
5000 591
83.0 101.0 5.00 5.20 5.40 5.60
ottt e e m/z 59.10 51.08%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN IS IS UL AR
5.00 5.20 5.40 5.60
59.0 m/z 101.00 15.51%
270 || 830 101.0
Ot ?}3q"'|" §?]q ARRRE '?}3q IBESRRBEN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 " 500 520 540 5.60
5000 m/z 58.10 13.87%
20.0 101.0
ol B0 Al 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0 5.00 5.20 5.40 5.60
m/z 41.10 8.72%
5000
410 101.0
oL 150 310 7] g0, | 690 830
m/z--> 10 ' ' 0 50 60 70 80 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 : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 73.22 ng 2938740 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 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 754 (6.772 min): BF108516.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 ‘ %1 6.40 6.60 6.80 7.00 7.20
o.,....,....'I'!...,!!..,-!.I.',..7.5?,0....,..J.,%??.?.l.l.??....,"...,.. m/z 68.10  46.59%
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 USRI SR AR SRR N

640 6.60 6.80 7.00 7.20
m/z 134.00 33.57%

31.0 51.0
0 [T _.7po .
B o e e B e REAREEESEE R EEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
B R e S R o
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 30.55%
33.0 44.0 0.0 105.0
690 0.0 ‘ | 115.0
O e e e e e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile o EEams e e R
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.57%
5000
92.0
65.0
105.0
oL 270 390 510 | 770 o 117.0
A B AN B o B e e A REE R R S REE e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 680 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .04 4.42 ng 179208 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 l1-Hexadecanol 242 C16H340 036653-82-4 87
4 1-Docosene 308 C22H44 001599-67-3 87
5 Behenic alcohol 326 C22H460 000661-19-8 87

Abundance Scan 1990 (14.042 min): BF108516.D (-1985) (-) m/z 55.10 100.00%

5000

13.80 14.00 14.20 14.40
m/z 83.10 82.04%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55,0 83.0

13.80 14.00 14.20 14.40
m/z 57.10 80.95%

5000

29.0
o 167.0 196.0 238.0 266.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1

13.80 14.00 14.20 14.40
m/z 43.10 77.67%

5000
29.0
ERARLARRRARE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95987: 1-Hexadecanol EEEE BRI
55.0 83.0 13.80 14.00 14.20 14.40
m/z 97.10 77.04%
5000 111.0

140.0 168.0 196.0 224.0
B T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.10 ng 85166 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2088 (14.618 min): BF108516.D (-2086) (-) m/z 57.10 100.00%
57.1
5000
L1190 sn 10 40 1460 1450 1500
O A A B e e B m/z 43.10 64 .53%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LB BN BRI SN B

14.40 14.60 14,80 15.00
m/z 71.05 57.32%

99.0
2qo| [ J | 4 }410 183.0 225.0 281.0 337.0 394.0

ol b b i e N R IR et
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
B e o
14.40 14.60 14.80 15.00
5000 m/z 85.10 35.33%
OQM] lJlMOBWZEO%M3%0%M
=
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane S B R B Raa e e
57.0 14.40 14.60 14.80 15.00
m/z 41.10 23.42%
5000
27,0 990 1410
0 Iy 1830 2250 267.0 3230 _ 3800
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 : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .95 4.00 ng 162134 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptadecane 240 C17H36 000629-78-7 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 2144 (14.948 min): BF108516.D (-2139) (-) m/z 57.10 100.00%
57.1
5000

207.1 14.60 14.80 15.00 15.20

249.1 2821
] SEENEN 8 m/z 43.10 78.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129491: Eicosane
57.0
5000 LA L L L L L LB L

14.60 14.80 15.00 15.20
m/z 71.10 58.43%

113.0 141.0 169.0 197.0 225.0 253.9 282.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0
T e
85.0 14.60 14.80 15.00 15.20
5000 m/z 85.10 40.91%
29.0
0 L Ly ”‘11?0‘1410 16901970 2400
R BN o L L L m e e e AARE AARSREEELY S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane T T
57.0 14.60 14.80 15.00 15.20
m/z 55.05 30.63%
85.0
5000
29.0 113.0
o ||| M 1410 1690 1970 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.11 2.73 ng 108947 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Hexadecanal 240 C16H320 000629-80-1 90
3 1.19-Eicosadiene 278 C20H38 014811-95-1 81
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 81
5 Tetradecanal 212 C14H280 000124-25-4 72

Abundance Scan 2172 (15.112 min): BF108516.D (-2168) (-) m/z 43.10 100.00%

43.1

5000

177.1 221.1 282 1 14.80 15.00 15.20 15.40
m/z 57.10 99.73%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal
43.0 82.0

5000

14.80 15.00 15.20 15.40
m/z 82.10 84.70%

250.0
1380 166.0 194.0 2220
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94314: Hexadecanal
82.0

14.80 15.00 15.20 15.40
m/z 55.05 72.10%

5000
137.0 166.0 196.0 222.0
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene e  EammEEmETT
55.0 14.80 15.00 15.20 15.40
82.0 m/z 96.05 59.22%
5000
20.0 109.0
N ‘ 137.0 166.0 194.0 222.0 250.0 278.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.31 4_.51 ng 180426 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2206 (15.312 min): BF108516.D (-2202) (-) m/z 57.05 100.00%
57.0
UL BN BURIR IR
141.1 15.00 15.20 15.40 15.60
0 |,J J lllld.:,..18.3.1,....,2?7.1..,....,...., m/z 43.10 63.54%
miz--> 0 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LR L BRI SR BN
15.00 15.20 15.40 15.60
99.0 m/z 71.10 58.25%
o |.| ] ll , 1410 1830 2250 267.0 3090 __ 3670
miz--> 0 §o 100 1éo 200 250 300 3éo '
Abundance #209566: Octacosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.05 43.47%
99.0
0 27,0 J | Ly, 10 1830 225.0 281.0 337.0 394.0
miz--> 0 §o 160 1éo 200 2éo 360 3%0 '
Abundance #141425: Heneicosane  E B AR e
57.0 15.00 15.20 15.40 15.60
m/z 55.05 23.25%
b A/»AAM
99.0
0 2710 ‘ Jd 2410 1830 2250 2660296.0
miz--> 0 §o 160 1éo 200 250 360 3éo ' 1550 1520 1540 1§60

8270-BF080818.M Tue Aug 28 14:42:17 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Tetracosanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.40 3.50 ng 139943 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 90
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 87
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87
Abundance Scan 2221 (15.401 min): BF108516.D (-2215) (-) m/z 43.05 100.00%
430 g30
5000
251 1790 265.0 15.00 15,20 15.40 15.60 15.80
ob———4 m/z 57.10 92 .93%
m/z--> 50 100 150 2000 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57.0 (97.0
5000 LRSI BRI ISR UM B
15.00 15.20 15.40 15.60 15.80
30.0 m/z 83.05 80.54%
ol1o-9 | | " 181.0 222.0 264.0 308.0
m/z--> §o 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0 15.00 15,20 15.40 15.60 15.80
5000 m/z 55.00 71.92%
o LAl 407 2380 ass0 a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #190678: 2- Chloropropionic acid, octadecy! ester B B o
510 o020 15.00 15.20 15.40 15.60 15.80
' m/z 97.05 68.37%
5000
39.0 250.0
Ouuuljlutuii".‘l .}.4'”‘.”].-8.2..0|..‘..F...2.9?(.)...36.0'.0..|.... e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.19 8.58 ng 342894 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2355 (16.189 min): BF108516.D (-2350) (-) m/z 57.10 100.00%
51.1
o L,_J\M
|| |99 1 15.80 16.00 16.20 16.40 16.60
141.1 : : : : :
0...|, | o g2 1882 2393 2821 | “mjz 43.10 66.02%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 AR R BRI
15. 80 16. oo 16 20 16. 40 16 60
m/z 71.10 60.76%
. 27}0|‘ | 9? © 1410 1830 2250 2820
m/z--> 55 100 1%0 200 250 360 3éo
Abundance #209566: Octacosane
57.0
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 44 _30%
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 #175557: Tetracosane T T
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.05 22.51%
99.0
ﬁWH|idimm1%02M2N0%%m0
m/z--> 50 @ m m 250 ﬁ @ ' mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Oxirane, hexadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

17.07 2.04 ng 81635 Perylene-d12 15.75

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 53
2 Octadecanal 268 C18H360 000638-66-4 52
3 Heptadecanal 254 C17H340 1000376-70-0 49
4 17-Octadecenal 266 C18H340 056554-86-0 47
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 46

Abundance Scan 2505 (17.071 min): BF108516.D (-2500) (-) m/z 57.10 100.00%

5000

16.80 17.00 17.20 17.40
m/z 43.05 84.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117616: Oxirane, hexadecyl-

5000

16.80 17.00 17.20 17.40
m/z 82.10 60.38%

o 166.0 194.0 222.0 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117606: Octadecanal

16.80 17.00 17.20 17.40
m/z 71.10 46.56%

5000

137.0 1660 104.0 222.0 250.0

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105849: Heptadecanal A EEaEE TS
43.0 16.80 17.00 17.20 17.40
820 m/z 97.10 44.68%

5000

137'0158.0180-0 208.0 236.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 80 17. OO 17. 20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.39 3.60 ng 143823 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2559 (17.389 min): BF108516.D (-2554) (-) m/z 57.10 100.00%

57.1

5000

H-

99.1 R R
1451 1g31213.0 2811 17.00 17.20 17.40 17.60 17.80

m/z 71.05 59.71%

0!

m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 | NN LI L L L LB L
17.00 17.20 17.40 17.60 17.80
m/z 43.10 59.07%
o270l I, | b I| Iy 141.0 1830 2250 267.0 309.0  366.0
i L A e B e AR an
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
R B
17.00 17.20 17.40 17.60 17.80
5000 m/z 85.05 37.42%
99.0
o 270 J‘ 1 ﬂ L }41 -0 1830 2250  281.0  337.0  394.0
...,... , L e e B e e B e
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane B EEE e
57.0 17.00 17.20 17.40 17.60 17.80
m/z 55.05 30.24%
27l |y J | | 110 1830 2250 267.0 300.0 352.0
L am  a  a aa R B o R
m/z--> 50 100 150 200 250 300 350 17. 00 17. 20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,3a-Ethano-3aH-indene, 1,2... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.70 2.59 ng 103492 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 55
2 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 43
3 2.10.10-Trimethvltricvclol7.1.1.... 204 C14H200 1000210-81-9 42
4 Spirol5.5Tundec-2-ene. 3.7.7-tri... 204 C15H24 018431-82-8 38
5 1-(4,5-Dimethyl-6H-thiopyran-2-y... 204 C9H10F20S 1000318-25-0 38
Abundance Scan 2612 (17.700 min): BF108516.D (-2607) (-) m/z 189.10 100.00%

189.1

5000

17.40 17.60 17.80 18.00
m/z 204.20  53.45%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64535: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2...
189.0

161.0

5000

17.40 17.60 17.80 18.00
m/z 177.10  51.74%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64446: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...
189.0
107.0

17.40 17.60 17.80 18.00
m/z 95.00 46.73%

5000 1330 161.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64223: 2,10,10-Trimethyltricyclo[7.1.1.0(2,7)]undec-6-en-...  EEmEE b !
189.0 17.40 17.60 17.80 18.00
9.0 m/z 175.10 36.11%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cholest-5-ene, 3-ethoxy-, (... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.04 2.85 ng 114042 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 38
2 Anthranilic acid. N-(o-fluorophe... 231 C13H10FNO2 000054-58-0 10
3 9.12-Octadecadienoic acid (Z.2)-... 438 C25H4206 055320-04-2 10
4 1-Pentvne. 1-(trimethvilsilv)-4-__._. 270 C14H300Si2 167390-04-7 10
5 Stigmastan-3-en-6-o0l 414 C29H500 1000214-19-7 10
Abundance Scan 2670 (18.042 min): BF108516.D (-2661) (-) m/z 43.10 100.00%
43.1
145.1
5000
" 17.80 18.00 18.20 18.40
ob—d4h m/z 41.10 70.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000 LIS JULRUN BN SULRULN L
810 368.0 17.80 18.00 18.20 18.40
o | 177.0 213.0247.0 5ga o 414.0
ol bl .
m/z--> 50 100 150 200 250 300 350 400
Abundance #86719: Anthranilic acid, N-(o-fluorophenyl)-
218.0
17.80 18.00 18.20 18.40
5000 m/z 55.05 68.83%
92.0
39.0 157.0 J
oL, .l.-,“.]“.J'.‘.h,Hz.z'.Qa |“.‘. A .{. Y
m/z--> 50 100 150 200 250 300 350 400
Abundance #224227: 9,12-Octadecadienoic acid (Z,2)-, 2,3-bis(acetylo... S RREEs B
43.0 17.80 18.00 18.20 18.40
m/z 57.00 68.46%
5000
155.0
83.0
0 leg “L“MJL n -.ll L ?%3.0. 2 9 |3?? 9 S e
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108516.D

Aca On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample : J4538-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,1,6-trimethyl-3-methylene... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

18.52 2.48ng 99332 Perylene-di2 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

.1.6-trimethvl-3-methvlene-2-(3... 452 C33H56 1000373-94-5 38
onaifolenaldehvde 220 C15H240 019890-84-7 25
-Formvl-2.2-dimethvl-3-trans-(3... 220 C15H240 1000144-09-7 22
-Cvclohexene-1-carboxaldehvde. ... 220 C15H240 056772-07-7 22
,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 15

abrwNPE
NNPRFRICP

Abundance Scan 2751 (18.518 min): BF108516.D (-2746) (-) m/z 55.00 100.00%
530 o541 137.1

e MMMW
5000 1911 2682
H| H ‘ 1820 18.40 18.60 18.80

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227678: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrameth. ..

18.20 18.40 18.60 18.80
m/z 69.10 84.17%

5000

245.0 2850 336.0 379.0

437.0

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #77531: Longifolenaldehyde
95.0
R REREE B
41.0 135.0 18.20 18.40 18.60 18.80
5000 : 205.0 m/z 137.10 82.37%
0 ﬂJ.,....,....,....,....,....,.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #77633: 1-Formyl-2,2-dimethyl-3-trans-(3-methyl-but-2-enyl...
69.0 18.20 18.40 18.60 18.80
m/z 95.10 80.73%
5000 109.0
e, e
O | At B R BREEE B
m/z--> 50 200 250 300 350 400 450 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 : BF108516.D

Acq On : 27 Aug 2018 17:48

Operator : JU/SJ

Sample - J4538-03

Misc :

ALS Vial : 20 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... 5.25 3.2 ng 128895 1 7.00 802696 20.0
unknown6.77 6.77 73.2 ng 2938740 1 7.00 802696 20.0
1-Heneicosanol 14 .04 4.4 ng 179208 5 14.19 811357 20.0
Octacosane 14.62 2.1 ng 85166 5 14.19 811357 20.0
Heneicosane 14_.95 4.0 ng 162134 5 14.19 811357 20.0
Octadecanal 15.11 2.7 ng 108947 6 15.75 799568 20.0
Hexacosane 15.31 4.5 ng 180426 6 15.75 799568 20.0
n-Tetracosanol-1 15.40 3.5 ng 139943 6 15.75 799568 20.0
Eicosane 16.19 8.6 ng 342894 6 15.75 799568 20.0
Oxirane, hexadecyl- 17.07 2.0 ng 81635 6 15.75 799568 20.0
Pentacosane 17.39 3.6 ng 143823 6 15.75 799568 20.0
1,3a-Ethano-3aH-i... 17.70 2.6 ng 103492 6 15.75 799568 20.0
Cholest-5-ene, 3-... 18.04 2.9 ng 114042 6 15.75 799568 20.0
1,1,6-trimethyl-3_... 18.52 2.5 ng 99332 6 15.75 799568 20.0
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