LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098484.D

Aca On : 13 Sep 2017 12:33

Operator : SJ/JU

Sample : PB102212BL

Misc :

ALS Vial : 4 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-BF091117.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 4.857 467 471 487 rBV 275715 454972 8.42% 1.033%
2 5.269 536 541 562 rBVY 4955547 5178858 95.86% 11.755%
3 6.304 712 717 720 rBVY 4635996 4819334 89.21% 10.939%
4 6.428 733 738 741 rBVY 5065086 4871215 90.17% 11.057%
5 6.651 772 776 784 rBVY 1276865 1051123 19.46% 2.386%

6.810 798 803 806 rBV 3951383 3768860 69.76% 8.555%
7.222 868 873 876 rBV 3112576 3131707 57.97% 7.109%
7.933 990 994 1006 rBV 1513638 1413510 26.16% 3.208%
9.010 1171 1177 1181 rBV 4700811 5402302 100.00% 12.263%
9.686 1286 1292 1303 rBV 1502460 1523464 28.20% 3.458%

=
QO ~NO®

11 10.474 1421 1426 1437 rBV 2845405 2784403 51.54% 6.320%
12 11.163 1539 1543 1547 rBV 1627333 1553519 28.76% 3.526%
13 12.757 1807 1814 1817 rBV 4738184 5238200 96.96% 11.890%
14 13.798 1987 1991 1998 rVB 1721216 1524606 28.22% 3.461%
15 15.192 2223 2228 2239 rBV 1043995 1339283 24.79% 3.040%

Sum of corrected areas: 44055356
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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\BF091317\
BF098484.D

13 Sep 2017 12:33

SJ/Ju

PB102212BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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\BF091317\
Data File : BF098484.D

Aca On : 13 Sep 2017 12:33

Operator : SJ/JU

Sample : PB102212BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._86 8.66 ng 454972 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 471 (4.857 min): BF098484.D (-467) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 ok 40 8k 850
83.0
o..,....,....,....',':...5?.9...,...6.9,0....,....,....,|....,. m/z 59.00 58.64%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
000 590 "Tako abo 5bo 550
m/z 58.00 17.22%

310 ‘ 83.0 g3 1010
Ot e e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0

4.60 4.80 5.00 5.20

5000 m/z 101.00 16.73%
41.0
29.0 101.0
50.0 73.0 86.0

L B £ S -
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R e Eams o

59.0 4.60 4.80 5.00 5.20

m/z 41.00 8.75%

5000
41.0 101.0
31.0
0 15.0 11l \‘ ‘510\\\‘ 690 830
..|....|....|....|....|....|....|....|....|....|....|.

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098484.D

Aca On : 13 Sep 2017 12:33

Operator : SJ/JU

Sample : PB102212BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.43 Concentration Rank 1

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

6.43 92.69 ng 4871220 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15N0O 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 738 (6.428 min): BF098484.D (-733) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 ARBERARSE SAAE AR S
40.0 54.0 J 6.00 6.20 6.40 6.60 6.80
o! .':8,1-.1..1,':.1.1“?-?..~.,....,....,.... m/z 68.00 42.12%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 P e ke ek e
410 70 o m/z 134.00 33.67%
OIIIIIIIS:LO Hfl SN N E— | e
m/z--> 100 120 140 160 180
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 27 .79%
51.0 70.0 86.0
o T T e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LI B
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.05 15.66%
74.0
5000 oo 1100
0 S Y ﬁh.. ..,HM..L‘ A 1580 }%99, SN L G | GHNN—
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091317\
Data File : BF098484.D

Acq On : 13 Sep 2017 12:33

Operator : SJ/JU

Sample : PB102212BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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]
2-Pentanone, 4-hy... 4.86 8.7 ng 454972 1 6.65 1051120 20.0
unknown6 .43 6.43 92.7 ng 4871220 1 6.65 1051120 20.0
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