LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091139.D

Aca On > 11 Nov 2016 14:49

Operator : UM/SJ

Sample : PB94644BL

Misc :

ALS Vial : 3 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-BF110316.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal - TIC: BF091138.D

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.744 3 5 15 rBV 1916277 3807263 75.92% 9.953%
2 1.870 15 16 53 rvB 222263 1227209 24_.47% 3.208%
3 4.784 268 271 282 rBV 672389 1008881 20.12% 2.637%
4 5.241 309 311 313 rBVY 1682688 2225815 44.39% 5.819%
5 6.293 400 403 405 rBVY 2435074 2392184 47 .70% 6.253%

6.407 411 413 416 rBV 2693678 2498378 49.82% 6.531%
6.636 432 433 444 rVB 561653 906995 18.09% 2.371%
6.796 444 447 450 rBV 3609125 3355389 66.91% 8.771%
7.207 481 483 486 rBV 1906391 2527533 50.40% 6.607%
7.927 544 546 558 rBV 1194979 1274968 25.42% 3.333%

=
QO ~NO®

11 9.013 637 641 643 rBVY 3628588 5014756 100.00% 13.109%
12 9.676 696 699 701 rBV 1448632 1307234 26.07% 3.417%
13 10.465 765 768 784 rBV 1553936 1596371 31.83% 4.173%
14 11.151 826 828 831 rBV 1185322 1326893 26.46% 3.469%
15 12.739 964 967 970 rBV 4388718 4989785 99.50% 13.044%

16 13.779 1056 1058 1061 rBV 1284350 1381577 27.55% 3.612%
17 15.025 1161 1167 1175 rBV2 14386 64065 1.28% 0.167%
18 15.151 117v5 1178 1187 rVV 1168583 1348331 26.89%% 3.525%

Sum of corrected areas: 38253627
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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\BF111116\
BF091139.D

11 Nov 2016 14:49

UM/SJ

PB94644BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091139.D

Aca On : 11 Nov 2016 14:49

Operator : UM/SJ

Sample - PB94644BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

1.87 27.06 ng 1227210 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 14
3 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 12
4 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Bro2 005267-73-2 10
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 16 (1.870 min): BF091139.D (-15) (-) m/z 75.10 100.00%
75
5000
45
39 57 1.801.90 2.00 2.10 2.20 2.30
0...,....,....,....-,|...|.,...'.',....,-::.-.,..5.37.,....,1.0.3..,. m/z 73.10 74.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4666: Propane, 1,1-dimethoxy-
75
5000
45 1.801.90 2.00 2.10 2.20 2.30
31 m/z 45.10 29.64%
o P s ?Q‘H‘\ % 69| s 103
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
1.801.90 2.00 2.10 2.20 2.30
5000 m/z 41.10 23.31%
45
29
o 39 S a7 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #705: Thiocyanic acid, methyl ester
73 1.801.90 2.00 2.10 2.20 2.30
m/z 47.05 14 .20%
5000 45
15
28 58
0"'I”"I'”llpﬁ'lulml"'“""ﬁl“'l”"l'”'I"”I'
m/z--> 10 40 50 60 70 80 90 100 110 1.801.902.00 2.10 2.20 2.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091139.D

Aca On : 11 Nov 2016 14:49

Operator : UM/SJ

Sample - PB94644BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.78 22.25 ng 1008880 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 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 271 (4.784 min): BF091139.D (-268) (-) m/z 43.10 100.00%
43
59
5000
i ARk o ok
83 : : : : :
o/ A ..':|i....,-....-,....,....,....,....,....,2.97.. m/z 59.10 63.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 460 4.80 5.00 5.20
m/z 101.10 22 .76%
15 4 ‘ 101
0'“L|“M'T'”*|'”'F%'“J“"|“"|“"w"'w"w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
440 460 4.80 500 5.20
5000 M m/z 58.10 17.69%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4330: Butane, 1-ethoxy- e BB e o
50 440 460 4.80 5.00 5.20
31 m/z 41.10 8.65%
5000
3 73
0 - T '%""I""I ?7"ﬁ0?"'|"' L S S S AR SR SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111116\
Data File : BF091139.D

Aca On : 11 Nov 2016 14:49

Operator : UM/SJ

Sample - PB94644BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4 unknown6.41 Concentration Rank 3

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

6.41 55.09 ng 2498380 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 413 (6.407 min): BF091139.D (-411) (-) m/z 132.00 100.00%
132
5000 68
96 RSN AR LA R
40 54 78 | 106 J 6.00 6.20 6.40 6.60 6.80
01 B L m/z 68.10 46.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A UL I UL I
6.00 620 6.40 6.60 6.80
31 51 m/z 134.00 32.89%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.05 28.90%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 n
Abundance #48639: Tranylcypromine- proplonyl I o e e
57 132 6.00 620 6.40 6.60 6.80
24 m/z 69.10 18.13%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111116\
Data File : BF091139.D

Acq On > 11 Nov 2016 14:49

Operator : UM/SJ

Sample : PB94644BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dime... 1.87 27.1 ng 1227210 1 6.65 906995 20.0
2-Pentanone, 4-hy... 4.78 22.3 ng 1008880 1 6.65 906995 20.0
unknown6 .41 6.41 55.1 ng 2498380 1 6.65 906995 20.0
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