LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110334.D

Aca On : 31 Oct 2018 15:53

Operator : JU/SJ

Sample : J5202-13 2X

Misc :

ALS Vial : 11 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-BF102318.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 2.251 24 28 48 rVB 108601 199882 20.01% 1.920%
2 5.192 525 528 537 rBV 25580 31836 3.19% 0.306%
3 5.587 592 595 612 rBV 668890 744372 74.51% 7.150%
4 6.592 762 766 784 rBV 912116 868347 86.92% 8.341%
5 6.739 787 791 797 rBV 990825 833765 83.46% 8.009%

6.975 827 831 837 rBV 634680 549784 55.03% 5.281%
7.128 853 857 865 rBvV 736035 634794 63.54% 6.098%
7.533 922 926 940 rBV 506581 501506 50.20% 4.817%
8.257 1045 1049 1054 rBvV 764329 684249 68.49% 6.573%
9.327 1228 1231 1241 rBV 1067748 998981 100.00% 9.596%

=
QO ~NO®

11 9.722 1294 1298 1305 rBvV 107083 103937 10.40% 0.998%
12 10.022 1345 1349 1363 rVB 835489 818593 81.94% 7.863%

13 10.680 1458 1461 1464 rVB 23087 17783 1.78% 0.171%
14 10.810 1479 1483 1489 rBvV 544496 529510 53.01% 5.086%
15 10.851 1489 1490 1496 rVB4 23426 16089 1.61% 0.155%
16 11.516 1599 1603 1614 rBV 790823 745369 74.61% 7.160%
17 12.968 1847 1850 1854 rVB2 17149 24260 2.43% 0.233%
18 13.098 1868 1872 1875 rBV 880319 747254 74 _.80% 7.178%
19 13.980 2020 2022 2026 rVB3 41522 45221 4_.53% 0.434%

20 14.115 2042 2045 2049 rBV 275890 239302 23.95% 2.299%
21 14.168 2050 2054 2058 rBV 579251 549249 54 _.98% 5.276%
22 15.709 2310 2316 2321 rVB2 293354 526298 52.68% 5.056%

Sum of corrected areas: 10410381
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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\BF103118\

BF110334.D

31 Oct 2018 15:53

JussJ

J5202-13 2X

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110334.D

Aca On : 31 Oct 2018 15:53

Operator : JU/SJ

Sample : J5202-13 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.25 7.27 ng 199882 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Boronic acid. ethvl-. dimethvl e... 102 C4H11BO2 007318-82-3 17
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 28 (2.251 min): BF110334.D (-24) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.1
| 2.20 2.30 2.40 2.50 2.60 2.70
Y Y Y R SR 1 OSSN m/z 43.05 38.99%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
430 550 2.20 2.30 2.40 2.50 2.60 2.70
‘ 87.0 m/z 55.00 29.68%
27.0
0y "|"'h|”""h|!J"|""'|§4'9'|L’ R '|"'%q179"|
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4224: Boronic acid, ethyl-, dimethyl ester
73.0
2.20 2.30 2.40 2.50 2.60 2.70
5000 430 m/z 87.10 26 .83%
15.0
ol 20 290 5.0 87.0  102.0
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy-
73.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.05 13.48%
5000
45.0
29.0
o L “\ 5.0 i 101.0 e iy
m/z--> O 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110334.D

Aca On : 31 Oct 2018 15:53

Operator : JU/SJ

Sample : J5202-13 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 30.33 ng 833765 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 791 (6.739 min): BF110334.D (-787) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 540 %.0 640 6.60 6.80 7.00
0 B E e m/z 68.10 40.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 AR LRSS RARRS RS
6.40 6.60 6.80 7.00
m/z 134.00 32.80%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 L
740 T b0 ok 750
5000 9go 1160 m/z 66.00 26.09%
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R mmma e A B Ra
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.66%
5000
63.0 81.0
0 31.0 SQ'O\ m‘ Ly | ‘\ | 99'\0 11%0
mz-> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF103118\
Data File : BF110334.D

Acq On : 31 Oct 2018 15:53

Operator : JU/SJ

Sample - J5202-13 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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]
Butane, 2-methoxy... 2.25 7.3 ng 199882 1 6.97 549784 20.0
unknown6 .74 6.74 30.3 ng 833765 1 6.97 549784 20.0
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