LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092818\
Data File : BF109437.D
Aca On : 28 Sep 2018 18:32 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J5077-03 PARCEL-190-092418-1
ALS Vial : 10 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-BF092218 .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 4.898 474 478 487 rVB 46920 62090 4.02% 0.390%
2 5.322 545 550 553 rBY 1596617 1480679 95.86% 9.306%
3 6.345 720 724 735 rBVY 1547793 1520927 98.47% 9.559%
4 6.475 742 746 750 rBVY 1615482 1544570 100.00% 9.707%
5 6.710 782 786 789 rBV 706264 585726 37.92% 3.681%
6 6.863 809 812 816 rBVY 1411780 1212219 78.48% 7.619%
7 7.269 877 881 884 rBY 1086954 899482 58.24% 5.653%
8 7.992 1000 1004 1007 rBV 703309 643476 41.66% 4.044%
9 9.063 1182 1186 1193 rBV 1648649 1308751 84.73% 8.225%
10 9.457 1250 1253 1260 rBV 503154 394359 25.53% 2.479%
11 9.739 1297 1301 1309 rVB 727164 608717 39.41% 3.826%
12 9.951 1333 1337 1343 rBV3 13143 16402 1.06% 0.103%
13 10.522 1431 1434 1440 rBvV 899350 755754 48.93% 4 _.750%
14 10.651 1453 1456 1464 rVB5 12766 17308 1.12% 0.109%
15 10.739 1468 1471 1475 rVB4 13517 20070 1.30% 0.126%
16 10.892 1493 1497 1501 rBvV3 15690 19239 1.25% 0.121%
17 11.175 1541 1545 1549 rBV5 19950 31541 2.04% 0.198%
18 11.216 1549 1552 1555 rvv 734327 611863 39.61% 3.846%
19 11.239 1555 1556 1558 rvv 57504 32427 2.10% 0.204%
20 11.286 1562 1564 1567 rVB2 21494 20072 1.30% 0.126%
21 11.674 1628 1630 1635 rBVv4 11760 17958 1.16% 0.113%
22 11.757 1640 1644 1654 rBV3 174605 210728 13.64% 1.324%
23 12.345 1742 1744 1748 rBV3 15101 17632 1.14% 0.111%
24 12.422 1754 1757 1760 rBV 185325 153996 9.97% 0.968%
25 12.539 1774 1777 1782 rBV2 73201 89886 5.82% 0.565%
26 12.651 1790 1796 1799 rBV 144390 156905 10.16% 0.986%
27 12.686 1800 1802 1806 rVB2 25588 27964 1.81% 0.176%
28 12.798 1817 1821 1824 rBV 1327322 1087784 70.43% 6.837%
29 12.980 1850 1852 1857 rVB3 39582 36573 2.37% 0.230%

30 13.716 1974 1977 1982 rBV2 80047 108795 7.04% 0.684%

31 13.845 1995 1999 2002 rBV 595707 611508 39.59% 3.843%
32 14.621 2129 2131 2134 rBV 129532 119640 7.75% 0.752%
33 14.692 2140 2143 2147 rVB 316210 283365 18.35% 1.781%
34 14.939 2182 2185 2192 rVB 234229 268354 17.37% 1.687%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109437.D

Aca On : 28 Sep 2018 18:32

Operator : JU/SJ

3?22 le J5077-03 PARCEL-190-092418-1
ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.251 2234 2238 2241 rBV 312466 353966 22.92% 2.225%
36 15.292 2242 2245 2249 rVB 248623 302982 19.62% 1.904%
37 15.692 2310 2313 2318 rVB 202330 277416 17.96% 1.744%

Sum of corrected areas: 15911124
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109437.D

Aca On : 28 Sep 2018 18:32

Operator : JU/SJ

ﬁ?gg le J5077-03 PARCEL-190-092418-1
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF109437.D
5,32 6.3%)47

1500000 6.86

7.27
1000000

500000

: o | .

T T T N U T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance TIC: BF109437.D
9/06
1500000 12.80
1000000 10.52
7.99 9.74 11.22
500000 9.46
o { 9.95 10165720.89 11:47%9
T T T T I T T T T I T T T T I T T T T I T T T T I T T T T T L T T I T T T T I T T T T I T T T T I T T T T I

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF109437.D

1500000

1000000

13.84

500000

-
15.50

T
14.00

T
17.50 18.00

L — T T — T
Time--> 13.50 14.50 15.00 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109437.D

Aca On : 28 Sep 2018 18:32

Operator : JU/SJ

3?22 le J5077-03 PARCEL-190-092418-1
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 10

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

4.90 2.12 ng 62090 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Ethanone. 1-(2-methvilcvclopropvIl)- 98 C6H100 000930-56-3 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 9

Abundance Scan 478 (4.898 min): BF109437.D (-474) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.0 | 460 4.80 5.00 5.20
o VNV | SN E m/z 59.10 57.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LR A I
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 18.63%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)-
43.0
550 250 280 500 550
5000 m/z 58.00 14.83%
270 83.0
15.0
‘ \‘\ I ‘\ \\‘\\ 650 930
e S S S SULIURS SUSILILS I IULILS SULILS SIS I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3159: 5-Hexen-2-one AL B L LA N N B
43.0 460 4.80 5.00 5.20
m/z 41.00 10.85%
5000
55.0
o 27.0 ¥ 710 830 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109437.D

Aca On : 28 Sep 2018 18:32

Operator : JU/SJ

3?22 le J5077-03 PARCEL-190-092418-1
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.47 52.74 ng 1544570 1,4-Dichlorobenzene-d4 6.71
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 745 (6.469 min): BF109437.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 54 9%.1 ek 640 660 R0
0 e m/z 68.10 47 .64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IREBE ARSI S

6.20 6.40 6.60 6.80
m/z 134.00 31.08%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
i e L maa
6.20 6.40 6.60 6.80
5000 m/z 66.00 29.46%
70.
1m0, w0 | ||
Ot e e e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R AR RamE
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 20.63%
74.0
116.0
5000 98.0
b e o L | aseo  amo
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109437.D

Aca On : 28 Sep 2018 18:32

Operator : JU/SJ

3?22 le J5077-03 PARCEL-190-092418-1
ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.76 6.89 ng 210728 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1645 (11.763 min): BF109437.D (-1640) (-) m/z 72.95 100.00%
430 730
5000
213.2
185.1
1571 256.2 11.40 11.60 11.80 12.00
0 m/z 43.05 92.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L U SURBLR S SR
83.0 11.40 11.60 1180 12.00
‘J‘“ 1570 1gso 2130 2560 | | M/Z 59.95  83.84%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0
11.40 11.60 11.80 12.00
5000 129.0 m/z 57.05 68.75%
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid BB B aEaE RS
430 | 730 11.40 11.60 11.80 12.00
: m/z 55.00 67.92%
129.0
171.0 214.0
97.0
ol ,.”.,”...,”.w.”.,”.w%?%on....“ N N R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109437.D

Aca On : 28 Sep 2018 18:32

Operator : JU/SJ

3?22 le J5077-03 PARCEL-190-092418-1
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.54 2.94 ng 89886 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 30

Abundance Scan 1777 (12.539 min): BF109437.D (-1774) (-) m/z 73.00 100.00%

43.0 73.0

5000

§

12.20 12.40 12.60 12.80
m/z 43.05  94.20%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
.0

iy

12.20 12.40 12.60 12.80
m/z 60.00 76.26%

5000

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid

73.0
T
43.0 12.20 12.40 12.60 12.80
m/z 57.10 67.00%
5000 129.0
185.0 228.0
97.0
d LA 157.0 ‘

O e Rl b i e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R ABEaEREEEE

60.0 12.20 12.40 12.60 12.80
m/z 41.00 66.69%
5000 129.0
83.0
157.0 185.0 213.0 256.0
01 T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109437.D

Aca On : 28 Sep 2018 18:32

Operator : JU/SJ

3?22 le J5077-03 PARCEL-190-092418-1
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclohexadecane, 1,2-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.72 3.56 ng 108795 Chrysene-d12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 93
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
Abundance Scan 1978 (13.721 min): BF109437.D (-1974) (-) m/z 83.10 100.00%
83.1
T MM
5000
25.1 IR BN B
42722 3142 13.40 13.60 13.80 14.00
ob——4 m/z 69.10 95._75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43.0
97.0 280.0
5000 AR AR AN B
13.40 13.60 13.80 14.00
‘ m/z 57.10 85.63%
181.0
oL ,MJ 223.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 55.10 76.69%
m/z--> 50 100 1%0 260 2%0 360 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e AREEEEEaSEE
57.0 13.40 13.60 13.80 14.00
97.0 m/z 43.05 76.57%
5000 JVhMﬂvﬂMkwvﬁ/J\wﬁA,wmmﬂM¢MNW
169.0
oL260] | | ‘H 1380 || 2109 2550 406.0
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092818\
Data File : BF109437.D

Aca On : 28 Sep 2018 18:32

Operator : JU/SJ

Sample = J5077-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heneicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.62 6.76 ng 119640 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2131 (14.621 min): BF109437.D (-2129) (-) m/z 57.10 100.00%
57.1
5000 /v¢w~ANVANMHJ\ﬁHNMWNAM\MM
st " 14.40 14.60 14.80 15.00
141.1 : : : :
ol A LAy 241 1791211 2531 301233133041 o0 70 ag
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LI IR B SULRUL I
14.40 14.60 14.80 15.00
99.0 m/z 43.10 64 .69%
o270 1 ,] | 10 1830 2250 267.0296.0
m/z--> 55 100 15 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
" 14.40 14.60 14.80 15.00
5000 m/z 85.10 49_76%
99.0
o ‘ ’| ‘JJA 141.0 1830 2390  296.0
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane R B R Ramme ne
57.0 14.40 14.60 14.80 15.00
m/z 55.10 23.36%
5000 W
99.0
o | lJJJ ﬂ410 183.0 2250 267.0 309.0338:0
m/z--> 50 100 150 200 250 300 3%0 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109437.D

Aca On : 28 Sep 2018 18:32

Operator : JU/SJ

3?22 le J5077-03 PARCEL-190-092418-1
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.69 16.01 ng 283365 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 83
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 52
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50
Abundance Scan 2143 (14.692 min): BF109437.D (-2140) (-) m/z 69.10 100.00%
69.1
5000
R AL B SO B
137.1 14.40 14.60 14.80 15.00
0 .?g.lo b BN 1891 2541 2061 3332 3782 | n7o T g1.10  51.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 L I UL SULRILE MR
14,40 14.60 14.80 15.00
m/z 41.05 22 .99%
o bk 0{-0,13,7 'C,) 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.40 14.60 14.80 15.00
5000 m/z 95.10 12.29%
137.0
0200 , | | 1970 | = 1910 231.0 2730 341.0 410.0 MJLW'V\/VW
m/z--> §0 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal AR EEREE L
69.0 14.40 14.60 14.80 15.00
m/z 68.10 11.53%
5000
137.0
29.0 bmyo ] 192.0 247.0 316 0
0.”.‘.1|J.JHi.‘l‘“.‘.u‘..‘l....‘,‘.... ——— - T R B .
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF092218 .M Mon Oct 01 11:33:29 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109437.D

Aca On : 28 Sep 2018 18:32

Operator : JU/SJ

3?22 le J5077-03 PARCEL-190-092418-1
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.94 15.16 ng 268354 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 86
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2185 (14.939 min): BF109437.D (-2182) (-) m/z 57.10 100.00%
57.1
5000
| 580 14,60 14.80 15.00 15.20
411 : : : .
ol L, || L% 18312151 2501 2961 3421 4003 .07 10 8088k
miz--> 0 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 U DR B DU AR
14 60 14. 80 15. oo 15.20
m/z 43.10 67.94%
99.0
26, o| J L 4L 0 183. 0 2250 281.0 337.0  394.0
miz--> 0 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 58.95%
99.0
ol ‘ ] ||y, Lo 1830 225.0 267.0 309.0  367.0
miz--> 0 50 160 1%0 200 250 300 3%0 400
Abundance #141425: Heneicosane LA L L L L B
57.0 14.60 14.80 15.00 15.20
m/z 55.10 24 .86%
5000
99.0
Omd‘hwﬁlﬂwlwonm 296.0
miz--> 0 5'0 1(')0 1&1,0 200 250 3(')0 3%0 400 14 60 14. 80 15. oo 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092818\

Data File : BF109437.D

Aca On : 28 Sep 2018 18:32

Operator : JU/SJ

3?22 le J5077-03 PARCEL-190-092418-1
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.69 15.67 ng 277416 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Tetracosane 338 C24H50 000646-31-1 94
3 Heptadecane 240 C17H36 000629-78-7 93
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2313 (15.692 min): BF109437.D (-2310) (-) m/z 57.10 100.00%
57.1
54 ' 15.40 15.60 15.80 16.00
141.1 . . . .
o .“.||, L. §832  23512661206.2327.1358.23882 /571 10 75.64%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
51.0
5000 LI I S SULRLE UL
1540 15.60 15.80 16.00
m/z 43.10 67.76%
0 27 0| | ,93'0, 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #175558: Tetracosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 55.53%
99.0
o ‘ Y J | 10 1830 2250 267.0 309.0%%80
m/z--> 50 100 150 200 250 300 350 '
Abundance #94346: Heptadecane LI L L L LB B
57.0 15.40 15.60 15.80 16.00
m/z 55.10 22 .65%
5000
99.0
. 270 . J} | 1410 1830  240.0
mz-> 50 ' o 1o oo B se  so 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF092818\

Data File : BF109437.D

Acq On : 28 Sep 2018 18:32

Operator : JU/SJ

3?22 le J5077-03 PARCEL-190-092418-1
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .90 2.1 ng 62090 1 6.71 585726 20.0
unknown6 .47 6.47 52.7 ng 1544570 1 6.71 585726 20.0
n-Hexadecanoic acid 11.76 6.9 ng 210728 4 11.22 611863 20.0
Octadecanoic acid 12.54 2.9 ng 89886 5 13.84 611508 20.0
Cyclohexadecane, ... 13.72 3.6 ng 108795 5 13.84 611508 20.0
Heneicosane 14.62 6.8 ng 119640 6 15.25 353966 20.0
Squalene 14.69 16.0 ng 283365 6 15.25 353966 20.0
Octacosane 14 .94 15.2 ng 268354 6 15.25 353966 20.0
Heptacosane 15.69 15.7 ng 277416 6 15.25 353966 20.0
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