LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103178.D

Aca On : 22 Feb 2018 22:21

Operator : SJ/JU

Sample : J1635-03

Misc :

ALS Vial : 17 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-BF022218.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 2.163 6 13 22 rVB 933508 1246113 36.30% 4.133%
2 5.104 510 513 525 rVB 134697 175162 5.10% 0.581%
3 5.499 575 580 583 rBVY 3526377 3432752 100.00% 11.385%
4 6.504 746 751 754 rBVY 3134429 3320178 96.72% 11.012%
5 6.646 770 775 778 rBVY 3265194 3388809 98.72% 11.240%
6 6.869 809 813 817 rBVY 1282778 1064135 31.00% 3.529%
7 7.028 836 840 843 rBVY 2898319 2592325 75.52% 8.598%
8 7.434 904 909 912 rBVY 2258832 2206419 64.28% 7.318%
9 8.151 1027 1031 1048 rBV 1444685 1407798 41.01% 4 .669%
10 9.228 1209 1214 1217 rBvV 3600999 3187732 92.86% 10.573%
11 9.298 1223 1226 1229 rVB 51593 40419 1.18% 0.134%

12 9.622 1276 1281 1288 rVB 225269 240224 7.00% 0.797%
13 9.828 1312 1316 1320 rBV 136008 113518 3.31% 0.377%
14 9.910 1326 1330 1337 rVB 1439603 1260555 36.72% 4.181%
15 10.328 1398 1401 1404 rVB 136245 106474 3.10% 0.353%

16 10.698 1460 1464 1474 rBV 1511243 1422839 41.45% 4._.719%
17 10.798 1478 1481 1491 rVB 62382 71240 2.08% 0.236%
18 11.398 1579 1583 1593 rBV 1038438 920278 26.81% 3.052%
19 12.980 1848 1852 1856 rBV 2099529 1938828 56.48% 6.430%

20 13.869 2000 2003 2007 rBV 67698 78623 2.29% 0.261%
21 14.045 2029 2033 2044 rVB 901755 875044 25.49% 2.902%
22 14.886 2173 2176 2181 rVB 81789 79835 2.33% 0.265%
23 15.151 2218 2221 2224 rVB 54767 54163 1.58% 0.180%
24 15.539 2281 2287 2297 rBV 590444 834371 24.31% 2.767%
25 15.980 2358 2362 2367 rVB 25155 42332 1.23% 0.140%
26 16.492 2445 2449 2459 rVB3 29389 50631 1.47% 0.168%
Sum of corrected areas: 30150797
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

BF103178.D

22 Feb 2018 22:21

SJ/Ju

J1635-03

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103178.D

Aca On : 22 Feb 2018 22:21

Operator : SJ/JU

Sample = J1635-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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.

2.16 23.42 ng 1246110 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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 12 (2.158 min): BF103178.D (-6) (-) m/z 72.95 100.00%

73
5000 43
55
87

37| 67 | 220 230 240 2.50 2.60
S /M NN - S S — m/z 43.00 42_46%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-

73

5000 A RARRREEEEE Lo
2.20 2.30 2.40 2.50 2.60

43 55 87 m/z 55.00 31.57%

29 ‘
: ...u‘.??.‘........ T . —
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87

2.20 2.30 2.40 2.50 2.60

5000 41 55 m/z 87.00 23.68%
29
47 67, 79 97 112 129
R R R o e ERAR LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- N Rama B
73 220 230 2.40 2.50 2.60

m/z 41.00 13.69%

5000 43
58
.,...‘.‘,‘....,H..,....,....,.a..,...‘.,....,....,....,....,....

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103178.D

Aca On : 22 Feb 2018 22:21

Operator : SJ/JU

Sample = J1635-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.10 3.29 ng 175162 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 512 (5.099 min): BF103178.D (-510) (-) m/z 43.00 100.00%
43
59
5000
o1 o Hl)l 4.80 500 520 5.40
SRRESSNESESESNSSSESMENSSSSMBMIS 1 SSISL =Y 4RSS & S M m/z 59.00 59.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.00 15.70%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.00 15.17%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e e
509 4.80 5.00 5.20 5.40
m/z 41.00 9.57%
5000
a1 101
15 \3\1 \‘H 53\\\“ 69 83
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103178.D

Aca On : 22 Feb 2018 22:21

Operator : SJ/JU

Sample = J1635-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.65 Concentration Rank 1

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

6.65 63.69 ng 3388810 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-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 776 (6.651 min): BF103178.D (-770) (-) m/z 132.00 100.00%
32
5000
68
40 ‘ % 640 6.60 6.80 7.00
54 75 104 . . . .
..,....,....,...::...?,....??.I.' Sl Tm/z 134.00 33.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL I L
6.40 6.60 6.80 7.00
78 m/z 68.00 31.94%
b1 | !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
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5000 67 m/z 66.00 20.04%
41 97
53 2 117
34 60 89 105 124
mﬁwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L LB L B
132 6.40 6.60 6.80 7.00
m/z 96.00 12.56%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 aho a%o aéo 160
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF022218\
Data File : BF103178.D

Acq On : 22 Feb 2018 22:21

Operator : SJ/JU

Sample - J1635-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 2.16 23.4 ng 1246110 1 6.87 1064140 20.0
2-Pentanone, 4-hy... 5.10 3.3 ng 175162 1 6.87 1064140 20.0
unknown6 .65 6.65 63.7 ng 3388810 1 6.87 1064140 20.0
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