LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107806.D

Aca On : 30 Jul 2018 18:06

Operator : JU/SJ

Sample : J4189-26

Misc :

ALS Vial : 7 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-BF073018.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 5.190 482 485 497 rBV 344047 420815 5.98% 0.915%
2 5.595 551 554 582 rBVY 1429877 2426414 34.50% 5.273%
3 6.595 721 724 744 rBV 706110 1673501 23.80% 3.637%
4 6.737 744 748 783 rVV 3219280 4930652 70.12% 10.715%
5 6.960 783 786 808 rvVv 689071 1336455 19.01% 2.904%

7.113 808 812 847 rVB 3594990 4480197 63.71% 9.736%
7.525 878 882 906 rBV 2136243 3660673 52.06% 7.955%
8.242 1000 1004 1020 rBV 1055526 1495270 21.26% 3.250%
8.348 1020 1022 1040 rvB2 35473 95070 1.35% 0.207%
9.313 1181 1186 1203 rBV 4881951 6395784 90.95% 13.899%

=
QO ~NO®

11 10.001 1298 1303 1324 rBV 1463146 1757537 24.99% 3.819%
12 10.795 1434 1438 1458 rBV 3080885 4440463 63.15% 9.650%
13 11.495 1553 1557 1576 rBV 1462386 1970702 28.02% 4.283%
14 13.083 1822 1827 1847 rBV 5438525 7032107 100.00% 15.282%
15 13.948 1971 1974 1980 rBV 89275 119236 1.70% 0.259%

16 14.148 2004 2008 2026 rBV 1304138 1832777 26.06% 3.983%
17 14.977 2144 2149 2154 rBV 306524 327263 4._.65% 0.711%

18 15.248 2192 2195 2206 rVB 48944 70413 1.00% 0.153%
19 15.677 2260 2268 2284 rBV 787073 1549954 22.04% 3.368%

Sum of corrected areas: 46015283
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO073018\
Data File : BF107806.D

Aca On > 30 Jul 2018 18:06

Operator : JU/SJ

Sample : J4189-26

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF107806.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107806.D

Aca On : 30 Jul 2018 18:06

Operator : JU/SJ

Sample : J4189-26

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 3

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

5.19 6.30 ng 420815 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28

5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 485 (5.190 min): BF107806.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 480 500 520 540 560
83.0
0..“...“...“..JM:.?&%%I“...“...“n..“...“...“ m/z 59.00 62.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LIS LI L L L L L L L L L
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.00  17.45%
101.0
0 21.0 350, | 510 || 67.0 83.0 91.0
N B A L L o e e e e B LB EE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T e
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 16.83%
41.0
29.0 101.0
o o 1l].s00 ] 730 860 |
N B L B B e e e N B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- LR BT e L
59.0 4.80 5.00 5. 20 5.40 5. 60
m/z 41.00 8.12%
5000 410
31.0
69.0 87.0
ol 150 | ARRREECIH 98.0
..“...“...“...“...“...“...“...“...“...“...“
m/z--> 10 20 40 50 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107806.D

Aca On : 30 Jul 2018 18:06

Operator : JU/SJ

Sample : J4189-26

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.74 Concentration Rank 1

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

6.74 73.79 ng 4930650 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF107806.D (-744) (-) m/z 132.00 100.00%
132.0
5000 A\__
68.0
96.0 AR SR AR
40.0 54.0 J 6.40 6.60 6.80 7.00
bt ,~:|-.|.'.5§2-.8. Aguso g m/z 68.00 33.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LRSS SR R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.67%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.76%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R RARAE R
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 13.51%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R e Eaa
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107806.D

Aca On : 30 Jul 2018 18:06

Operator : JU/SJ

Sample : J4189-26

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 4
R.T. EstConc Area Relative to ISTD R.T.
14.98 4.22 ng 327263 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 78
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 78
Abundance Scan 2149 (14.977 min): BF107806.D (-2144) (-) m/z 69.05 100.00%
69.0
5000 J{
EREERN R e e
07.1137.1 14.60 14.80 15.00 15.20
0 .?7."9,-'~.| Pl sy s 2ss0  sm2 0 e tteros 53 e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 UM SR AN IR B
14,60 14.80 15.00 15.20
3 o m/z 41.00 25.38%
0 29.o| L }07 O |, 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215930: Squalene
69.0
1460 14.80 1500 15.20
5000 m/z 95.05 13.08%
0 | }07 0“13,7? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... N L o e
69.0 14.60 14.80 15.00 15.20
m/z 68.00 11.95%
5000
111
oLl il \" Bl HJ H } I 192.0 231.0 273.0 315.0 384.0
m/z--> 50 100 150 260 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073018\
Data File : BF107806.D

Acq On : 30 Jul 2018 18:06

Operator : JU/SJ

Sample - J4189-26

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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... 5.19 6.3 ng 420815 1 6.96 1336460 20.0
unknown6 .74 6.74 73.8 ng 4930650 1 6.96 1336460 20.0
Supraene 14.98 4.2 ng 327263 6 15.68 1549950 20.0
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