LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100817\
Data File : BF099249.D

Aca On : 8 Oct 2017 23:44

Operator : SJ/JU

Sample : 15706-03

Misc :

ALS Vial : 26 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-BF092317.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 8 13 32 rvB 550631 795290 20.88% 3.317%
2 5.081 506 509 522 rVB 215985 232270 6.10% 0.969%
3 5.481 574 577 589 rBY 1169533 1110160 29.14% 4.630%
4 6.486 744 748 761 rBV 820474 707520 18.57% 2.951%
5 6.633 769 773 776 rVB 2201494 1929193 50.65% 8.046%
6 6.863 808 812 816 rBV 870390 692191 18.17% 2.887%
7 7.022 834 839 842 rBVY 2860348 2646978 69.49% 11.040%
8 7.428 903 908 911 rBVY 1922829 2174745 57 .09% 9.070%
9 8.145 1026 1030 1033 rBV 1149868 968081 25.41% 4_.037%
10 9.222 1207 1213 1216 rBv 3830888 3809142 100.00% 15.886%
11 9.610 1275 1279 1282 rBV 124218 96257 2.53% 0.401%
12 9.898 1324 1328 1332 rBVv2 1215165 1069652 28.08% 4.461%
13 10.322 1393 1400 1402 rBvV2 36608 39021 1.02% 0.163%

14 10.686 1458 1462 1473 rBV 1399750 1449211 38.05% 6.044%
15 11.386 1577 1581 1585 rBV 1262592 1075100 28.22% 4._.484%

16 12.780 1815 1818 1821 rBV 57362 43021 1.13% 0.179%
17 12.974 1845 1851 1854 rBV 3321639 3491429 91.66% 14.561%
18 13.851 1997 2000 2012 rBV 49978 75000 1.97% 0.313%

19 14.027 2026 2030 2038 rBV 953757 882732 23.17% 3.682%
20 15.498 2275 2280 2295 rBV 524540 690297 18.12% 2.879%

Sum of corrected areas: 23977290
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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:\HPCHEMI\BNA F\DATA\BF100817\

BF099249.D

8 Oct 2017 23:44

SJ/Ju

15706-03

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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:\HPCHEM1\BNA F\DATA\BF100817\
Data File : BF099249.D

Aca On : 8 Oct 2017 23:44

Operator : SJ/JU

Sample : 15706-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 22.98 ng 795290 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (2.157 min): BF099249.D (-8) (-) m/z 73.05 100.00%

73.0
5000 43.0
55.0 87.1

220 230 240 2.50 2.60
R I ¥ NSO OSSR AN NN m/z 43.05 37.77%

m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 R RARRREEEESEE TSR
2.20 2.30 2.40 2.50 2.60

43.0 5 87.0 m/z 55.05 27.04%

o T
0..,..NM....,....,”..,....,.:”,....,....,”..,
m/z--> 20 30 70 80 90 100
Abundance
73.0

2.20 2.30 2.40 2.50 2.60

5000 43.0 m/z 87.10 25.42%
58.0
29.0 87.0
ot e e e e
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy- T
73.0 220 230 240 2.50 2.60

m/z 71.10 11.95%

5000

29.
9 570 ‘ | 55.0 | 101.0

e R —

m/z--> 20 30 40 50 60 70 80 90 100 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\BF100817\
Data File : BF099249.D

Aca On : 8 Oct 2017 23:44

Operator : SJ/JU

Sample : 15706-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.08 6.71 ng 232270 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 509 (5.081 min): BF099249.D (-506) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 L I NI I I
| 83.0 | 480 500 5.20 5.40
Obrrrprrrrprrer e e e m/z 59.00 57.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L I
59.0 480 500 520 5.40
0
150 4, 1010 m/z 101.00 18.66%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 m/z 58.00 16.60%
41.0
29.0 101.0
ol 73.0 86.0
Wmmwwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e e
59.0 4.80 500 5.20 5.40
m/z 41.10 9.30%
5000 41.0
o T O =Y 1260 1420 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100817\
Data File : BF099249.D

Aca On : 8 Oct 2017 23:44

Operator : SJ/JU

Sample : 15706-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 unknown6.63 Concentration Rank 2

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

6.63 55.74 ng 1929190 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 772 (6.628 min): BF099249.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 T T T T T T T
40.0 54.0 | J 6.20 6.40 6.60 6.80 7.00
o R e o Y K NP & - N m/z 68.10 39.00%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R IR AR I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.52%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.80%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T R REEREmmE AT
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.07%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN |G | G
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100817\
Data File : BF099249.D

Acq On : 8 Oct 2017 23:44

Operator : SJ/JU

Sample : 15706-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 2.16 23.0 ng 795290 1 6.86 692191 20.0
2-Pentanone, 4-hy... 5.08 6.7 ng 232270 1 6.86 692191 20.0
unknown6 .63 6.63 55.7 ng 1929190 1 6.86 692191 20.0
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