LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102955.D

Aca On : 13 Feb 2018 12:21

Operator : SJ/JU

Sample : J1518-10

Misc :

ALS Vial : 5 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:\HPCHEM1I\BNA F\METHODS\8270-BF020318.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 2.140 3 9 15 rvVB 1701136 2194978 43.74% 5.697%
2 4.634 427 433 437 rBV 75298 84683 1.69% 0.220%
3 5.092 508 511 516 rVB 62984 71002 1.41% 0.184%
4 5.487 574 578 588 rVB 2557622 2301848 45.87% 5.974%
5 6.492 745 749 755 rBVY 1723538 1396456 27.83% 3.624%

6.639 769 774 777 rBV 3906686 3911504 77.95% 10.151%
6.869 810 813 817 rBV 1248527 1064022 21.20% 2.761%
7.028 836 840 844 rBV 3760205 3635760 72.45% 9.436%
7.263 874 880 886 rBvV7 34488 55425 1.10% 0.144%
7.439 904 910 913 rBV 2903662 3243332 64.63% 8.417%

=
QO ~NO®

11 8.151 1027 1031 1035 rBV 1567600 1513673 30.17% 3.928%
12 9.233 1209 1215 1218 rBV 4757706 5017957 100.00% 13.023%
13 9.616 1276 1280 1283 rBV 101570 104410 2.08% 0.271%
14 9.833 1312 1317 1321 rVB 125911 125235 2.50% 0.325%
15 9.910 1326 1330 1334 rVV 1901460 1617950 32.24% 4_.199%

16 10.333 1396 1402 1405 rVvB2 126726 148915 2.97% 0.386%
17 10.698 1459 1464 1468 rBV 2750679 3098507 61.75% 8.041%
18 10.804 1479 1482 1492 rVB 104052 110333 2.20% 0.286%
19 11.398 1579 1583 1586 rBV 1768268 1600686 31.90% 4.154%
20 11.910 1667 1670 1674 rBV2 71280 72536 1.45% 0.188%

21 12.986 1847 1853 1856 rBV 4239608 4579541 91.26% 11.885%
22 13.862 1999 2002 2006 rBV 127021 126049 2.51% 0.327%

23 14.033 2027 2031 2035 rBV 1423739 1360068 27.10% 3.530%
24 15.509 2276 2282 2289 rVB 878635 1096830 21.86% 2.847%

Sum of corrected areas: 38531700
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF021318\
Data File : BF102955.D

Aca On - 13 Feb 2018 12:21

Operator : SJ/JU

Sample : J1518-10

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.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: BF102955.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102955.D

Aca On : 13 Feb 2018 12:21

Operator : SJ/JU

Sample : J1518-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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.

2.14 41.26 ng 2194980 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 9 (2.140 min): BF102955.D (-3) (-) m/z 73.00 100.00%
7B
5000 43
55
87 o
a7l 67 | 2.20 2.30 2.40 2.50 2.60
L S ML MM m/z 43.00 43.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 32.66%
I
mz-> 20 30 40 s'o 60 70 8 90 100 110 120 130
Abundance
73
87 USRS A UL LR
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.10 24 .24%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R EEEaE TR EE
73 2.20 2.30 2.40 2.50 2.60
m/z 40.95 13.97%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'” USRS AR LA LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102955.D

Aca On : 13 Feb 2018 12:21

Operator : SJ/JU

Sample : J1518-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.64 Concentration Rank 1

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

6.64 73.52 ng 3911500 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 774 (6.639 min): BF102955.D (-769) (-) m/z 132.00 100.00%
32
5000 68
0,5 ‘ 15 9|6 104 ¢ 640 6.60 6.80 7.00
0 ..,....,....,...:l'!..:,:!..,.:.-.,..':.,....,....,.':..,....,...., | N m/z 67.95 41.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 B RN S LR
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.94%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
89 o " 640 6.60 6.80 7.00
5000 m/z 66.00 28.40%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole — e
132 6.40 6.60 6.80 7.00

m/z 69.00 16.05%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021318\
Data File : BF102955.D

Acq On : 13 Feb 2018 12:21

Operator : SJ/JU

Sample - J1518-10

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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]
Butane, 2-methoxy... 2.14 41.3 ng 2194980 1 6.87 1064020 20.0
unknown6 .64 6.64 73.5 ng 3911500 1 6.87 1064020 20.0
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