LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082718\

Data File : BF108547.D

Aca On : 28 Aug 2018 8:39 Instrument :
Operator : JU/SJ gﬁgiéamlem'
3?22 le J4660-03 082318-SIDIF-)F-D-S
ALS Vial : 49 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 5.231 489 492 501 rBV 56424 60124 1.77% 0.311%
2 5.625 555 559 574 rBVY 1104881 1030938 30.34% 5.332%
3 6.613 724 727 743 rVB 759840 697205 20.52% 3.606%
4 6.766 749 753 757 rBVY 2034963 1784080 52.50% 9.227%
5 6.995 789 792 796 rBV 685295 630856 18.56% 3.263%

7.154 815 819 823 rBV 2744399 2505015 73.71% 12.955%
7.560 883 888 892 rBV 1915397 1994430 58.69% 10.315%
8.283 1007 1011 1024 rBV 781069 714631 21.03% 3.696%
9.354 1189 1193 1196 rBV 3849278 3398493 100.00% 17.576%
9.742 1256 1259 1267 rBV 68171 66587 1.96% 0.344%

=
QO ~NO®

11 10.042 1307 1310 1321 rVB 797907 666846 19.62% 3.449%
12 10.701 1419 1422 1425 rBV 45409 40003 1.18% 0.207%
13 10.836 1441 1445 1458 rBV 1050821 1067439 31.41% 5.521%
14 11.536 1560 1564 1571 rBV 659071 580105 17.07% 3.000%
15 13.124 1829 1834 1837 rBV 3119144 2754614 81.05% 14.246%

16 14.065 1987 1994 1995 rBV3 24425 38415 1.13% 0.199%
17 14.189 2011 2015 2025 rVB 750103 704929 20.74% 3.646%
18 15.030 2154 2158 2163 rVB 81351 90008 2.65% 0.465%

19 15.742 2271 2279 2291 rVB 341999 511156 15.04% 2.644%

Sum of corrected areas: 19335874
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108547.D

Aca On : 28 Aug 2018 8:39

Operator : JU/SJ

ﬁ?ggle i J4660-03 082318-SIDI-F-D-S
ALS Vial : 49 Sample Multiplier: 1

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

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

Abundance TIC: BF108547.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108547.D

Aca On : 28 Aug 2018 8:39

Operator : JU/SJ

ﬁ?ggle i J4660-03 082318-SIDI-F-D-S
ALS Vial : 49 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 unknown6.77 Concentration Rank 2

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

6.77 56.56 ng 1784080 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.2.3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.772 min): BF108547.D (-749) (-) m/z 132.00 100.00%
13%.0
5000 68.1
20 540 ®L o J Tho ok 650 70 75
01 et m/z 68.10 40.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 UL I LA L
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 33.51%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.10 26.74%
0 |||||||||‘|‘|‘|‘|||‘M|||“|||H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14511. (5 MethyI-2-pyridyl)acetonitrile e .L, R
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 15.84%
5000
65.0 92.0
Unn "%iq ““'I‘j"'ul"h '%qqq T " Y S S AR SR A SRR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108547.D

Aca On : 28 Aug 2018 8:39

Operator : JU/SJ

ﬁ?ggle i J4660-03 082318-SIDI-F-D-S
ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.03 3.52 ng 90008 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 trans-Farnesol 222 C15H260 000106-28-5 64
4 5,9.13-Pentadecatrien-2-one. 6.1... 262 C18H300 001117-52-8 64
5 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 50

Abundance Scan 2158 (15.030 min): BF108547.D (-2154) (-) m/z 69.05 100.00%

69.0
5000

14. 80 15.00 15.20 15.40
0 175.1207.1 2821
Ol H'l.".,....,.... . m/z 81.05 54.10%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0

5000 L N LA e o B
14. 80 15. OO 15. 20 15. 40

m/z 41.05 30.54%

137.0
o w030 U, 1910 2310 2730 3410 4100
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0

1480 15.00 1520 15.40
5000 m/z 95.10 14 .08%

294\1

o yoqou A 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol
69.0 14.80 15.00 15.20 15.40
m/z 68.10 12.86%
5000
294 J 109.0
ol g L0y 000 2220 S RN 1 A S
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF082718\

Data File : BF108547.D

Acg On : 28 Aug 2018 8:39

Operator : JU/SJ

ﬁ?ggle i J4660-03 082318-SIDI-E-D-S
ALS Vial : 49 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .77 6.77 56.6 ng 1784080 1 7.00 630856 20.0
Squalene 15.03 3.5 ng 90008 6 15.74 511156 20.0
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