LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\

Data File : BF108976.D

Aca On : 13 Sep 2018 20:37 Instrument :

Operator : JU/SJ BNA_F

Sample  : J4875-04 UG

Vi : 091118-JETT-F-U-S
isc :

ALS Vial : 15 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-BF090518 .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 4.907 434 437 446 rBV 108597 120807 2.97% 0.471%
2 5.331 505 509 513 rBVY 1359473 1194900 29.40% 4 .654%
3 6.354 679 683 694 rBY 1098262 870533 21.42% 3.391%
4 6.495 703 707 710 rBVY 2573235 2175289 53.53% 8.473%
5 6.731 743 747 750 rBV 878680 783530 19.28% 3.052%
6 6.889 769 774 777 rBVY 2982818 2893196 71.19% 11.270%
7 7.289 837 842 845 rBVY 2658357 2432470 59.86% 9.475%
8 8.007 960 964 968 rBY 1177064 951966 23.43% 3.708%
9 9.089 1143 1148 1151 rBV 4544680 4063765 100.00% 15.830%
10 9.477 1210 1214 1217 rBV 342028 279094 6.87% 1.087%

11 9.760 1258 1262 1270 rVB 1198987 1039962 25.59% 4_.051%
12 10.442 1374 1378 1381 rVB 62076 53167 1.31% 0.207%
13 10.542 1391 1395 1398 rBV 1838146 1617867 39.81% 6.302%
14 11.236 1509 1513 1516 rVB 1091582 909712 22.39%% 3.544%
15 11.771 1601 1604 1616 rBV2 77186 87821 2.16% 0.342%

16 12.818 1778 1782 1786 rBV 3603933 3477805 85.58% 13.547%
17 13.860 1955 1959 1963 rBV 1028087 882059 21.71% 3.436%

18 14.648 2090 2093 2097 rBV 70257 69000 1.70% 0.269%
19 14.718 2101 2105 2109 rvVv 272213 249875 6.15% 0.973%
20 14.965 2143 2147 2154 rBV 80356 90951 2.24% 0.354%

21 15.265 2193 2198 2204 rBV 869470 1009835 24.85% 3.934%
22 15.324 2204 2208 2215 rVB 94001 112896 2.78% 0.440%
23 15.730 2272 2277 2284 rBV 90855 135652 3.34% 0.528%
24 16.201 2351 2357 2363 rBV 64118 109482 2.69% 0.426%
25 16.753 2445 2451 2457 rVB3 31437 60337 1.48% 0.235%

Sum of corrected areas: 25671971
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108976.D

Aca On : 13 Sep 2018 20:37

Operator : JU/SJ

Sample = J4875-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF108976.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108976.D

Aca On : 13 Sep 2018 20:37

Operator : JU/SJ

Sample = J4875-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 4

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

4.91 3.08 ng 120807 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 437 (4.907 min): BF108976.D (-434) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 DS SARDERRARE RRE RRR
83.0 | 4.60 4.80 5.00 5.20
o} UMY N | NSNSV | NS IS N m/z 59.10 53.91%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I LI L
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 19.38%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 4.80 500 520
5000 m/z 58.00 14.98%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime Ry
43.0 4.60 4.80 5.00 5.20
m/z 41.00 10.10%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108976.D

Aca On : 13 Sep 2018 20:37

Operator : JU/SJ

Sample = J4875-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.50 Concentration Rank 2

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

6.50 55.53 ng 2175290 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 708 (6.501 min): BF108976.D (-703) (-) m/z 132.00 100.00%
132.0
5000
68.0
00 % oo | T ko 5k ok
o} L e e S m/z 134.00 34.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 RS RRARE SRRRE RN AR
6.20 6.40 6.60 6.80
104.0 m/z 68.05 33.31%
510 66.0
ol 27.0 89.0 I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 ok ok ok
5000 980 1160 m/z 66.00 20.98%
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- P
132.0 6.20 6.40 6.60 6.80
m/z 96.10 13.10%
117.0
5000
91.0
I
0'"|'“"P'W'Fm'”m'“"ﬂh"H'“‘w""l'”'l"" RSN BURSE RSN AR
m/z--> 20 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\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108976.D

Aca On : 13 Sep 2018 20:37

Operator : JU/SJ

Sample = J4875-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Supraene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.72  4.95ng 249875  Perylene-di2 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 supraene 410 C30HS0 007683-64-9 91

2 Saualene

3 7.11-Dimethvldodeca-2.6.10-trien...
4 2.6.10.14-Hexadecatetraenoic aci...
5 Cyclopropanecarboxylic acid, 3-m...

410 C30H50

208 C14H240
332 C22H3602
176 C11H1202

000111-02-4 91
125529-10-4 72
024035-35-6 72
1000307-52-1 47

Abundance Scan 2105 (14.718 min): BF108976.D (-2101) (-) m/z 69.10 100.00%
69.1
5000
137.1 14.40 14.60 14.80 15.00
39|o 07. 175.1 .
oL 20| ﬂ'.ﬂ..,....%ﬂ.l..,??.%% AL m/z 81.05 50.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LA L L L L L L LB B |
14.40 14.60 14.80 15.00
3 o m/z 41.05 22.32%
0 29.o| L }07 O |, 1910 231.0 273.0 341.0 410.0
A ....,....,.... e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
R R
14.40 14.60 14.80 15.00
5000 m/z 95.05 13.14%
137.0
0 | }07 0™~/ 191.0 231.0 273.0 341.0 410.0
e e e e e = o e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol T T e ]
69.0 14.40 14.60 14.80 15.00
m/z 68.10 10.69%
5000
210, || 0s0l0 s
ol a,unh.,.n.. e e T B e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108976.D

Aca On : 13 Sep 2018 20:37

Operator : JU/SJ

Sample = J4875-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.32 2.24 ng 112896 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2207 (15.318 min): BF108976.D (-2204) (-) m/z 57.05 100.00%
5%.0
5000
94 15.00 15.20 15.40 15.60
141.2 . : : .
oLl .'.||, I P4 S 2 S — m/z 71.10 74.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 SR AR A B SUAREE
15.00 15.20 15.40 15.60
99.0 m/z 43.05 63.99%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #185533: Pentacosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 60.14%
99.0
oL Ll 1410 1830 2250 267.0 300.0 352.0
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane R B R AR e
57.0 15.00 15.20 15.40 15.60
m/z 55.05 21.38%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 350 4(|)O 15'00 15. 20 15. 40 15|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108976.D

Aca On : 13 Sep 2018 20:37

Operator : JU/SJ

Sample = J4875-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.73 2.69 ng 135652 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octadecane 254 C18H38 000593-45-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2277 (15.730 min): BF108976.D (-2272) (-) m/z 57.05 100.00%
5000
e 15140 1560 1580 16,00
141 1 . . . .
ol " b8t et | m/z 71.05 78.08%
m/z--> 100 15 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 R DA DU U DU
mmmmmmmm
99.0 m/z 43.10 60.68%
oL L LIY (3 1830 2250 2820
m/z--> 50 100 150 260 250 360 3%0 460
Abundance #141426: Heneicosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 58.31%
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> éo 100 1éo 200 250 360 3%0 460
Abundance #219831: Triacontane B B AR A e
57.0 15.40 15.60 15.80 16.00
m/z 55.00 22.82%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 350 4(')0 15'40 15. 60 15. 80 16 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108976.D

Aca On : 13 Sep 2018 20:37

Operator : JU/SJ

Sample = J4875-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
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 Triacontane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.20 2.17 ng 109482 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2357 (16.201 min): BF108976.D (-2351) (-) m/z 57.05 100.00%
57.0
2000 M\__’M
99.1 LIRS U BRI SN B
141.1 15.80 16.00 16.20 16.40 16.60
] “ | ] 183.1
ol e e e m/z 71.10 73.46%
m/z--> 5 100 150 200 250 300 350 400
Abundance #219831: Triacontane
51.0
5000 LA SR SRR B
15.80 16.00 16.20 16.40 16.60
99.0 m/z 43.10 60.66%
0260] | 4. ﬂ | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 57.87%
99.0
01260 )| [ 1410 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane A RE
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.05 24 .11%
o j\wwMVNVuﬂvwﬂ/\wnwwwmmpvmwh
99.0
o280} ||l | 1410 1830 2250 281.0 337.0  394.0
m/z--> 5 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091318\
Data File : BF108976.D

Acq On : 13 Sep 2018 20:37

Operator : JU/SJ

Sample : J4875-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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... 4.91 3.1 ng 120807 1 6.73 783530 20.0
unknown6 .50 6.50 55.5 ng 2175290 1 6.73 783530 20.0
Supraene 14.72 5.0 ng 249875 6 15.27 1009840 20.0
Heneicosane 15.32 2.2 ng 112896 6 15.27 1009840 20.0
Eicosane 15.73 2.7 ng 135652 6 15.27 1009840 20.0
Triacontane 16.20 2.2 ng 109482 6 15.27 1009840 20.0
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