LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100918\

Data File : BF109706.D

Aca On : 9 Oct 2018 20:27 Instrument :
Operator : JU/SJ BNA_F

Sample : J5331-02 10X ClientSampleld :
Misc - NM-STONE-DRUM-3
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-BF100818 .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 5.316 546 549 565 rBV2 28015 78783 8.84% 1.255%
2 6.351 722 725 736 rBV2 33971 103265 11.59% 1.644%
3 6.469 742 745 758 rBV 93652 140507 15.76% 2.237%
4 6.698 780 784 806 rBV 266761 416352 46.71% 6.630%
5 6.851 806 810 821 rVB 120708 144030 16.16% 2.294%
6 7.269 877 881 897 rBV2 20574 74868 8.40% 1.192%
7 7.975 997 1001 1009 rBV 434388 489346 54.90% 7.792%
8 8.269 1047 1051 1054 rBV3 12391 14977 1.68% 0.238%
9 8.298 1054 1056 1059 rBv4 12498 12935 1.45% 0.206%
10 8.422 1073 1077 1083 rVB7 17795 36984 4.15% 0.589%
11 8.481 1083 1087 1090 rBv4 22054 28578 3.21% 0.455%
12 8.522 1090 1094 1095 rBV3 17694 21420 2.40% 0.341%
13 8.604 1104 1108 1111 rBv4 21672 33910 3.80% 0.540%
14 8.639 1111 1114 1118 rvv7 15802 26855 3.01% 0.428%
15 8.722 1125 1128 1130 rBV3 24741 27335 3.07% 0.435%
16 8.751 1130 1133 1136 rvv4 22491 34583 3.88% 0.551%
17 8.798 1139 1141 1145 rvv4 29194 40420 4_.53% 0.644%
18 8.857 1149 1151 1154 rVB3 29311 26409 2.96% 0.421%
19 8.969 1167 1170 1172 rBV 36157 40503 4 .54% 0.645%
20 9.004 1172 1176 1179 rVB5 39715 53592 6.01% 0.853%

21 9.051 1179 1184 1187 rBV 183429 237380 26.63% 3.780%
22 9.363 1234 1237 1241 rBV5 69291 105060 11.79% 1.673%
23 9.457 1251 1253 1256 rBV 66013 63927 7.17% 1.018%
24 9.592 1273 1276 1278 rBV3 98920 115473 12.95% 1.839%
25 9.639 1281 1284 1287 rVB3 208959 212263 23.81% 3.380%

26 9.722 1293 1298 1305 rBvV 549891 891344 100.00% 14.194%
27 10.133 1365 1368 1371 rBV 175080 195343 21.92% 3.111%
28 10.386 1409 1411 1414 rVB 163341 149644 16.79% 2.383%
29 10.651 1454 1456 1462 rVB 311789 288182 32.33% 4 _589%
30 11.204 1548 1550 1556 rVB 305671 313704 35.19% 4_.995%

31 12.780 1816 1818 1827 rBV3 197127 290992 32.65% 4.634%
32 13.827 1993 1996 2005 rVB 432391 512091 57.45% 8.154%
33 14.598 2124 2127 2137 rVB 66177 94923 10.65% 1.512%
34 14.904 2176 2179 2186 rVB 81864 99319 11.14% 1.582%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\

Data File : BF109706.D

Aca On : 9 Oct 2018 20:27

Operator : JU/SJ

Sample : J5331-02 10X e
Misc :

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF100818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.227 2230 2234 2246 rVB2 311378 581250 65.21% 9.256%
36 15.651 2301 2306 2311 rVB 89526 133162 14.94% 2.120%

37 16.104 2378 2383 2391 rVB2 54504 103165 11.57% 1.643%
38 16.639 2470 2474 2483 rVB5 22679 47044 5.28% 0.749%

Sum of corrected areas: 6279918
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
BF109706.D
9 Oct 2018 20:27
Ju/sJ
J5331-02 10X

NM-

10 Sample Multiplier: 1
: Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

STONE-DRUM-3
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\

Data File : BF109706.D

Aca On : 9 Oct 2018 20:27

Operator : JU/SJ

Sample = J5331-02 10X e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.47 Concentration Rank 3

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

6.47 6.75 ng 140507 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 N-(-phenvlisopropvD)benzaldimine 223 C16H17N 1000379-01-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Benzeneethanamine. .alpha.-methy... 223 C16H17N 002980-02-1 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 745 (6.469 min): BF109706.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.0 A\
40.0 %i'l 620 640 6.60 6.80
ol b e Al e m/z 68.00 42.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
2000 o 6.20 6.40 6.60 6.80
410 970 m/z 134.00 31.43%
ol 115,0
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #80319: N-(-phenylisopropyl)benzaldimine
132.0
6.20 6.40 6.60 6.80
5000 m/z 66.00 27 .11%
105.0
o 510 TR0l ) 165.0 208.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14491: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.94%
5000
104.0
27.0 44.0, %Dhmo
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\

Data File : BF109706.D

Aca On : 9 Oct 2018 20:27

Operator : JU/SJ

Sample = J5331-02 10X e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 3 Benzene, 1l-cyclohexyl-3-met... Concentration Rank 12

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

9.36 2.36 ng 105060 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-cvclohexvl-3-methvl- 174 C13H18 004575-46-6 50
2 (1.4-Dimethvlpent-2-envl)benzene 174 C13H18 1000184-97-9 41
3 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 042775-77-9 38
4 3-Methv1-2-(0-methvlbenzvDbutanol 192 C13H200 029107-38-8 35
5 2H-Indeno[2,1-b]furan-2-one, 3,3... 174 C11H1002 080343-98-2 30

Abundance Scan 1237 (9.363 min): BF109706.D (-1234) (-) m/z 81.10 100.00%
131.

174.1 192.2

5000

9.00 9.20 9.40 9.60

01 m/z 131.10 91.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41148: Benzene, 1-cyclohexyl-3-methyl-
131.0 174.0

5000

9.00 9.20 9.40 9.60
m/z 118.10 89.51%

0 147.0 |
1 IIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41149: (1,4-Dimethylpent-2-enyl)benzene
131.0
105.0 9.00 9.20 9.40 9.60
5000 m/z 105.00 87.09%
174.0
41.0 77.0
o SR VPR PO N Y R 1 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41163: Naphthalene, 1,2,3,4-tetrahydro-6-propyl- R B .
145.0 9.00 9.20 9.40 9.60
m/z 91.05 83.55%
5000
174.0
91.0 1170
41.0 .
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF100818.M Wed Oct 10 13:21:27 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\

Data File : BF109706.D

Aca On : 9 Oct 2018 20:27

Operator : JU/SJ

Sample = J5331-02 10X e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown9.59 Concentration Rank 11

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

9.59 2.59 ng 115473 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-(cvclohexvImethyl... 208 C15H28 054934-92-8 41
2 Bicvclol3.1.11heptan-3-one. 2.6.... 152 C10H160 015358-88-0 27
3 1.19-Eicosadiene 278 C20H38 014811-95-1 27
4 Cvclopentane. (2-methvibutvIl)- 140 C10H20 053366-38-4 18
5 2(1H)-Naphthalenone, octahydro-4... 208 C14H240 054594-42-2 15

Abundance Scan 1276 (9.592 min): BF109706.D (-1273) (-) m/z 69.10 100.00%
1

5000

9.20 9.40 9.60 9.80 10.00

o} m/z 41.10 93.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67970: Cyclohexane, 1-(cyclohexylmethyl)-2-ethyl-, trans-
55.0 111.0
83.0
5000 | BN L L L L LB L
179.0 9.20 9.40 9.60 9.80 10.00
m/z 55.10 92 .59%
208.0
137.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25369: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
55.0 83.0
R Ema s S
9.20 9.40 9.60 9.80 10.00
5000 m/z 83.10 79.57%
27.0 ‘ 110.0 152.0
TN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene B B o
55.0 9.20 9.40 9.60 9.80 10.00
82.0 m/z 109.10 69.00%
5000
20.0 109.0
N ‘ 137.0 166.0 194.0 222.0 250.0 278.0
N R Ema s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.20 9.40 9.60 980 10. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\

Data File : BF109706.D

Aca On : 9 Oct 2018 20:27

Operator : JU/SJ

Sample = J5331-02 10X e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown9.64 Concentration Rank 4

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

9.64 4.76 ng 212263 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Anthracenamine 193 C14H11N 000613-13-8 46
2 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 38
3 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 38
4 1-Hexvl-1-nitrocvclohexane 213 C12H23N02 118252-09-8 22
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 20

Abundance Scan 1284 (9.639 min): BF109706.D (-1281) (-) m/z 193.20 100.00%
97.1 198.2
5000
9.40 9.60 9.80 10.00
o 202 "m/z 97.10 90.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55484: 2-Anthracenamine
198.0
5000 LR L R R U
165.0 9. I40 9. 530 9. 80 10 00
97.0 m/z 41.10 77.72%
0 51.0 70.0 115.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
90 "ok 58 b0 1060
5000 m/z 69.10 74 .66%
0”]'?"0'\'\ 'i‘ .‘..‘ .“ \H‘ m\ .‘.‘..l‘..].-3.‘8|(.)... e
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #67964: Decahydro 4,4,8,9,10-pentamethylnaphthalene Rm e R
198.0 9.40 9.60 9.80 10.00
0
123.0 m/z 55.10 72.68%
5000 69.0 950
0"w"'w--”w-muﬂl'”h'“'wl"w"“ "”"'”I'l”l" RS U L LN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\

Data File : BF109706.D

Aca On : 9 Oct 2018 20:27

Operator : JU/SJ

Sample = J5331-02 10X e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknownl10.13 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.13 4.38 ng 195343 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.0lheptane-7-carboxam... 222 C11H14N20S 329912-72-3 43
2 photocitral A 152 C10H160 055253-28-6 43
3 6-Methvl-6-(5-methvl-furan-2-v1)... 206 C13H1802 077822-40-3 38
4 Pentanamide. N-(4-methoxvphenvl)- 207 C12H17NO2 1000306-89-3 35
5 cis-1,3,3-trimethylbicyclo[3.1.0... 152 C10H160 1000365-94-2 30
Abundance Scan 1367 (10.128 min): BF109706.D (-1365) (-) m/z 123.10 100.00%
128.1
551 95.1
5000
9.80 10.00 10.20 10.40
o} m/z 95.10 75.47%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78743: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thiazolyl)-
128.0
55.0
5000 95.0 AN RN IR LN RARRE
9.80 10.00 10.20 10.40
140.0 222.0 m/z 55.10 72 .30%
oL 37 77 161.0179.0196.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25083: photocitral A
128.0
81.0 U RN RS
9.80 10.00 10.20 10.40
0
5000 410 m/z 81.10 70.35%
A R ™
miz-> 20 40 60 80 100 120 140 1éo 180 200 220 240
Abundance #66018: 6-Methyl-6-(5-methyl-furan-2-yl)-hept-3-en-2-one R R mamEE
128.0 9.80 10.00 10.20 10.40
m/z 67.05 52 .25%
43.0
5000
149.0 191.0
o260 | 710 1050 | | 1730 |
miz-> 20 40 65 80 160 150 140 1éo 180 200 220 240 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\

Data File : BF109706.D

Aca On : 9 Oct 2018 20:27

Operator : JU/SJ

Sample = J5331-02 10X e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Bacchotricuneatin c Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.39 3.36 ng 149644 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 95
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 86
3 Heptacosane 380 C27H56 000593-49-7 72
4 Undecane. 3.6-dimethyl- 184 C13H28 017301-28-9 62
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 53

Abundance Scan 1412 (10.392 min): BF109706.D (-1409) (-) 57.10 100.00%

517.1
5000

175.2205.2933 5 10.00 10.20 10.40 10.60 10.80
Obr——fp et : m/z 71.10 63.45%

m/z--> 50 100 150 200 250 300 350
Abundance #178298: Bacchotricuneatin ¢
0 1120

5000 e RS mEm e
10 00 10. 20 10 40 10. 60 10. 80

m/z 43.10 55.67%

0 {ﬁl50 1910 o450 312.0342.0

—— A A e B e e BNLA B A e e
m/z--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-

~

57.0
10,00 10,20 10.40 10.60 10.80
5000 m/z 41.10 44.20%
85.0
220 113.0
oL AL L | 771410 1830211 02390
R e o
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane B B o
57.0 10.00 10.20 10.40 10.60 10.80
m/z 85.10 34.32%
5000
85.0
20.0
0 ||| A130141.0169.0197.0225.0253.0281.0 323.0351.0380.0
e e e e o S
miz--> 50 100 150 200 250 300 350 10,00 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\

Data File : BF109706.D

Aca On : 9 Oct 2018 20:27

Operator : JU/SJ

Sample = J5331-02 10X e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.65 18.37 ng 288182 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 78
2 Heptane. 2.6-dimethvl- 128 C9H20 001072-05-5 64
3 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 64
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 59
5 Hexadecane 226 C16H34 000544-76-3 55
Abundance Scan 1456 (10.651 min): BF109706.D (-1454) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1 HLSR IR BN SN BN

1451 1832 o155 10.40 10.60 10.80 11.00
et e b L MO B 21522388 L h7z 71.10 86.61%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 LA L B L L L LB
10.40 10.60 10.80 11.00
m/z 43.10 59.81%
29.0 183.0
ol - 225.0 253.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12692: Heptane, 2,6-dimethyl-
43.0
I R EREE RS
10.40 10.60 10.80 11.00
5000 m/z 85.10 33.85%
71.0
H | | 1130
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19218: Heptane, 3-ethyl-5-methyl- R EmEEs e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 22 .15%
5000
29.0
113.0
e G S TR . S R ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\

Data File : BF109706.D

Aca On : 9 Oct 2018 20:27

Operator : JU/SJ

Sample = J5331-02 10X e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Dodecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.60 3.27 ng 94923 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 72
2 Tetracosane 338 C24H50 000646-31-1 64
3 Heptacosane 380 C27H56 000593-49-7 59
4 Octacosane 394 C28H58 000630-02-4 49
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 49
Abundance Scan 2127 (14.598 min): BF109706.D (-2124) (-) m/z 57.10 100.00%
57.1
5000
9.1 LRI LN BSUIL SN B
1411 1822 50 14.20 14.40 14.60 14.80 15.00
ol : m/z 43.10 84 .03%
m/z--> 0 50 100 150 200 250 300 350
Abundance #48851: Dodecane, 2-methyl-
43.0
5000 AR DA BRI IS
85.0 1420 14.40 14.60 14.80 15.00
141.0 m/z 71.10 80.27%
028 .d P u.J,J.-.! .ggﬂo,.. ——
m/z--> 0 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 56.14%
99.0
0 27100 | | | | , 141.0 183.0 2250 267.0 338.0
m/z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane e o
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.05 32.34%
5000
27,0 9.0 1410
ol bl gy 2 1830 2250 2670 3230 3800 S —
m/z--> 0 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\

Data File : BF109706.D

Aca On : 9 Oct 2018 20:27

Operator : JU/SJ

Sample = J5331-02 10X e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 8
R.T. EstConc Area Relative to ISTD R.T.
14.90 3.42 ng 99319 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2178 (14.898 min): BF109706.D (-2176) (-) m/z 57.10 100.00%

57.1

5000
113.1 s e e 1 on
141.1 170.0192.1 239.1 282.1 14.60 14.80 15.00 15.20
0! m/z 71.10 70.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane
57.0

14.60 14.80 15.00 15.20
m/z 43.05 52.59%

5000

141.0 169.0 197.0 225.0 2530 282.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129499: Nonadecane, 9-methyl-
57.0
R A
85.0 14.60 14.80 15.00 15.20
5000 m/z 85.10 48 .44%
140.0
29.0 111.
0 Ll A J‘ h\ \ h 197.0 239.0 267.0
”q”.q”.q”.,””,””P.”P.”“.”“”..”..”..”..”q.”..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane R R R
57.0 14.60 14.80 15.00 15.20
m/z 99.10 18.26%
85.0
5000
29.0 113.0
o ||| M 1410 1690 1970 2250 2500 2960
B B O L B o e AN ARASNS RS Ly R EEEa R A
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

8270-BF100818.M Wed Oct 10 13:21:32 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\

Data File : BF109706.D

Aca On : 9 Oct 2018 20:27

Operator : JU/SJ

Sample = J5331-02 10X e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF100818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 5

Peak Number 11 Hexacosane

R.T. EstConc Area Relative to ISTD R.T.
15.65 4.58 ng 133162 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
4 Hexadecane 226 C16H34 000544-76-3 80
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 72

Abundance Scan 2306 (15.651 min): BF109706.D (-2301) (-) m/z 57.10 100.00%
57.1
85.1
5000
155 1 197 2 253.2 15.40 15.60 15.80 16.00
0....|,‘. 111-'.-* ol $225150 5281 m/z 71.10 76.77%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 L SR BRI SURBURE U
15.40 15.60 15.80 16.00
m/z 43.10 62.62%
. 2011 | llll.l 141.0169.0197.0225,02530 29503280 _ 3670
m/z--> 50 ' 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
650 " 15.40 15.60 15.80 16.00
5000 ' m/z 85.10 56.42%
29.0 13 0
ol L [ 141-0169.0197.0025.0253.0  296.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T
57.0 15.40 15.60 15.80 16.00
m/z 41.00 21.89%
5000 85.0
o ‘ J ﬂl }41016901970 2390567 0296.0 3520
m/z--> 50 150 200 250 300 350 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\

Data File : BF109706.D

Aca On : 9 Oct 2018 20:27

Operator : JU/SJ

Sample = J5331-02 10X e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.10 3.55 ng 103165 Perylene-d12 15.23

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Docosane. 1l-decvl- 451 C32H66 055401-55-3 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2382 (16.098 min): BF109706.D (-2378) (-) m/z 57.10 100.00%

5000

?

15.80 16.00 16.20 16.40
m/z 71.10 80.92%

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

-

15.80 16.00 16.20 16.40
m/z 43.05 58.78%

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 #227195: Docosane, 11-decyl-
7.0
R A
15.80 16.00 16.20 16.40
5000 m/z 85.10 56.20%
130
o 1690 1225.0 310903640
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane R AR RAS AR
57.0 15.80 16.00 16.20 16.40
m/z 69.10 19.52%
o jA“AK*v“W”““M/\\mMMJ“WﬁW\MV
13.0
ol LY 1690 2250 2050 3670
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100918\

Data File : BF109706.D

Acq On : 9 Oct 2018 20:27

Operator : JU/SJ

Sample : J5331-02 10X e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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]
unknown6 .47 6.47 6.8 ng 140507 1 6.70 416352 20.0
Benzene, 1-cycloh... 9.36 2.4 ng 105060 3 9.72 891344 20.0
unknown9 .59 9.59 2.6 ng 115473 3 9.72 891344 20.0
unknown9 .64 9.64 4.8 ng 212263 3 9.72 891344 20.0
unknown10.13 10.13 4.4 ng 195343 3 9.72 891344 20.0
Bacchotricuneatin c 10.39 3.4 ng 149644 3 9.72 891344 20.0
Pentadecane, 2,6,... 10.65 18.4 ng 288182 4 11.20 313704 20.0
Dodecane, 2-methyl- 14.60 3.3 ng 94923 6 15.23 581250 20.0
Eicosane 14.90 3.4 ng 99319 6 15.23 581250 20.0
Hexacosane 15.65 4.6 ng 133162 6 15.23 581250 20.0
Tetratetracontane 16.10 3.5 ng 103165 6 15.23 581250 20.0
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