LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\

Data File : BF108361.D

Aca On : 22 Aug 2018 2:10 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J4275-09 5X CL-01-082018-A

ALS Vial : 20 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 5.231 488 492 496 rBV 26928 26557 2.00% 0.217%
2 5.619 555 558 573 rBV 669649 649928 48.90% 5.309%
3 6.613 724 727 741 rBV 767207 722677 54.38% 5.904%
4 6.772 750 754 757 rBV 797962 708458 53.31% 5.787%
5 7.001 790 793 797 rBVY 1095577 1001785 75.38% 8.184%
6 7.160 816 820 823 rBV 671412 549278 41.33% 4_.487%
7 7.560 884 888 898 rBV 508757 440532 33.15% 3.599%
8 8.289 1007 1012 1015 rBvV 1510012 1252321 94.23% 10.230%
9 9.360 1190 1194 1204 rBV 1055251 838703 63.11% 6.851%
10 9.748 1257 1260 1264 rBV 56428 51430 3.87% 0.420%

11 10.048 1307 1311 1315 rBV2 1475283 1328969 100.00% 10.856%
12 10.836 1442 1445 1455 rBV 366137 374358 28.17% 3.058%
13 11.542 1562 1565 1569 rBV 1207569 1129932 85.02% 9.230%

14 12.760 1767 1772 1776 rBV 28129 30065 2.26% 0.246%
15 12.995 1805 1812 1816 rBvV 33763 41005 3.09% 0.335%
16 13.124 1831 1834 1838 rBvV 703842 603627 45.42% 4.931%
17 13.365 1872 1875 1882 rVB2 20112 22900 1.72% 0.187%
18 13.807 1947 1950 1953 rBvV2 26115 27093 2.04% 0.221%
19 14.195 2012 2016 2020 rBVY 1053573 1076728 81.02% 8.796%
20 14.607 2083 2086 2089 rBV 40404 47079 3.54% 0.385%
21 15.012 2152 2155 2158 rBV2 43653 52571 3.96% 0.429%
22 15.042 2158 2160 2165 rVB 59247 66724 5.02% 0.545%
23 15.324 2205 2208 2213 rVB3 46919 60599 4 _.56% 0.495%
24 15.465 2229 2232 2241 rVB4 39969 66361 4 _.99% 0.542%
25 15.753 2274 2281 2287 rBV 654425 921483 69.34% 7.528%
26 16.212 2356 2359 2363 rVB 37947 54191 4.08% 0.443%
27 16.765 2449 2453 2462 rVB2 44718 96046 7.23% 0.785%
Sum of corrected areas: 12241400
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108361.D

Aca On : 22 Aug 2018 2:10

Operator : JU/SJ

Sample : J4275-09 5X

Misc :

ALS Vial : 20 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

Abundance TIC: BF108361.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108361.D

Aca On : 22 Aug 2018 2:10

Operator : JU/SJ

Sample : J4275-09 5X

Misc :

ALS Vial : 20 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 1

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

6.77 14.14 ng 708458 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.772 min): BF108361.D (-750) (-) m/z 132.00 100.00%
13%.0
5000 68.1
400 540 S J 540 650 650 70 720
0! e i L O m/z 68.10 42 .11%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
13%.0
5000 67.0 LRI SRS AN SRR

640 6.60 680 7.00 7.20
m/z 134.00 32 .55%

0 R
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
e e
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.00 27.23%
70.
| [sto 7 eso | |
oL IR R NS s R M.
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl  EEams B AR
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 15.75%
74.0
116.0
5000 98.0
S S S Y Y S -1 1 s (R O W
m/z--> 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\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108361.D

Aca On : 22 Aug 2018 2:10

Operator : JU/SJ

Sample : J4275-09 5X

Misc :

ALS Vial : 20 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 3 Tetracosane, 1l1-decyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.77 2.08 ng 96046 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane. 11-decvl- 479 C34H70 055429-84-0 58
2 Tridecane. l1-i1odo- 310 C13H271 035599-77-0 52
3 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 52
4 Docosane. 1l-decvl- 451 C32H66 055401-55-3 52
5 Tetracosane 338 C24H50 000646-31-1 52
Abundance Scan 2454 (16.771 min): BF108361.D (-2449) (-) m/z 57.10 100.00%
T W\/V\/WJ\\.WW\,M
5000
| 99.1 1411175 02071 24515761 315, 16.40 16.60 16.80 17.00
ol L m/z 43.10 58.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
5%.0
5000 AU SRR
16,40 16.60 16.80 17.00
m/z 85.10 53.35%
0 Jl I 41441 0 183 0 225.0 264.0295.0 337.0 3780 420.0
m/z--> §o 100 1éo 200 250 360 3éo 400
Abundance #152416: Tridecane, 1-iodo-
57.0
16.40 16.60 16.80 17.00
5000 m/z 71.10 51.35%
99.0 183.0
o260l | | ) 1410 3100
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #140552: Dodecane, 1-iodo- LI LA LB L B L N B
57.0 16.40 16.60 16.80 17.00
m/z 55.05 24 . 77%
5000
99.0 1550
e O R N —
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082118\
Data File : BF108361.D

Acq On : 22 Aug 2018 2:10

Operator : JU/SJ

Sample : J4275-09 5X

Misc :

ALS Vial =: 20 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .77 6.77 14.1 ng 708458 1 7.01 1001790 20.0
Tetracosane, 11-d... 16.77 2.1 ng 96046 6 15.75 921483 20.0
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