LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031318\
Data File : BG033119.D

Aca On : 13 Mar 2018 14:37

Operator : SJ/JU

Sample : PB107235BL

Misc :

ALS Vial : 6 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 G\METHODS\8270-BG022118.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

3.337 4 8 18 rVvB 85739 140176 5.29% 0.961%
5.816 423 430 437 rBvY 21665 36450 1.38% 0.250%
rBv 718871 1272133 48.03% 8.717%
8.007 794 803 817 rBV 720975 1347062 50.86% 9.231%
8.419 865 873 885 rBvV 727461 1307708 49.38% 8.961%
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8.906 949 956 964 rBV 145101 264943 10.00% 1.815%
9.247 1006 1014 1024 rVB 535481 988616 37.33% 6.774%
10.105 1152 1160 1170 rBV 433669 812771 30.69% 5.569%
11.790 1439 1447 1456 rBV 204135 388568 14.67% 2.663%
14.152 1841 1849 1858 rBV 1177783 1799242 67.94% 12.329%

=
QO ~NO®

11 15.521 2075 2082 2091 rBV2 298455 502279 18.96% 3.442%
12 16.995 2325 2333 2343 rBvV 773118 1232468 46.54% 8.445%
13 18.252 2540 2547 2556 rBvV2 370165 604706 22.83% 4.144%
14 20.767 2969 2975 2988 rBV 1967579 2648465 100.00% 18.148%
15 22.605 3280 3288 3302 rBV 337957 669682 25.29% 4 _.589%

16 26.406 3923 3935 3954 rBv4 150537 578240 21.83% 3.962%

Sum of corrected areas: 14593509
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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:\HPCHEM1\BNA G\DATA\BG031318\
: BG033119.D

: 13 Mar 2018 14:37

: SJ/JU

: PB107235BL

16 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG022118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG033119.D
1500000
1000000
6.32 8.01 8.42
9.25
500000 10.10
o 801 11.79
o A 5.82
T T T e A e e T T e e e e e e e e e e e e e T
Time--> 3.50 4.00 4.50 5.00 550 600 650 700 750 8.00 850 9.00 9.50 10.00 10.50 1100 1150 12.00 12.50
Abundance TIC: BG033119.D
20177
1500000
14.15
1000000
17.00
500000
18.25
15.52 22.61
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG033119.D
1500000
1000000
500000
26.41
(0 o LA e e e e e e e e e e
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031318\
Data File : BG033119.D

Aca On : 13 Mar 2018 14:37

Operator : SJ/JU

Sample : PB107235BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Propane, 2,2-dimethoxy- Concentration Rank 3

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

3.34 10.58 ng 140176 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
4 N-Hvdroxvmethvlacetamide 89 C3H7NO2 000625-51-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 8 (3.337 min): BG033119.D (-4) (-) m/z 73.05 100.00%
73
43
5000
89
3.40 3.50 3.60 3.70 3.80
55
oG L8 0 8 | m/z 43.05  59.58%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 AN IR LA IR LU
3.40 3.50 3.60 3.70 3.80
89 m/z 89.05 31.78%
L I "|"2'¢'|"'36 ‘%8|'“§?|" "|ll LS L U
m/z--> 10 20 40 50 60 70 80 90
Abundance
43
32 RN IR LA IS LU
58 89 3.40 3.50 3.60 3.70 3.80
5000 18 m/z 41.05 11.73%
TTT T '??I rTTT T |??' U "|7?"'| R U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #739: Acetamide, N-methyl-
30 43 73 3.40 3.50 3.60 3.70 3.80
m/z 45.05 9.96%
5000 58
15
‘ 25 “ 38 ||, 52
m/z--> 10 20 3'0 4 50 60 7'0 80 %0 ' 3.40 350 3.60 3.70 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031318\
Data File : BG033119.D

Aca On : 13 Mar 2018 14:37

Operator : SJ/JU

Sample : PB107235BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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.

5.82 2.75 ng 36450 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 83
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 3-Octanol 130 C8H180 000589-98-0 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 431 (5.822 min): BG033119.D (-423) (-) m/z 43.00 100.00%
43
59
5000
101 SRR RS SRR
49 | 83 | 540 560 5.80 6.00 6.20
L B o o e m/z 59.05 55.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS RS LA AR A
59 5.40 5.60 5.80 6.00 6.20
m/z 58.05 20.95%
15 31 101
| 25 7 37, 53, 83
miz--> 5 % m k% & B % % 1% 1
Abundance
59
41 540 5.60 5.80 6.00 6.20
5000 m/z 101.05 17.44%
86
51 69 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide B Eamr
43 540 5.60 5.80 6.00 6.20
m/z 41.05 8.13%
5000 59
73
101
28 37 ||| 51 67 79 86 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031318\
Data File : BG033119.D

Aca On : 13 Mar 2018 14:37

Operator : SJ/JU

Sample : PB107235BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknown8.42 Concentration Rank 1

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

8.42 98.72 ng 1307710 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 873 (8.419 min): BG033119.D (-865) (-) m/z 131.95 100.00%
132
5000 68
96 RS SAREE RS AR R
40 gy 28 | 106 J 8.00 8.20 8.40 8.60 8.80
AN N - N | R m/z 68.05 42.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA LA N R
8.00 8.20 8.40 8.60 8.80
m/z 133.95 33.01%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
8.00 8.20 840 8.60 8.80
5000 m/z 66.05 29.46%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl R RS e e ey
57 132 8.00 8.20 8.40 8.60 8.80
24 m/z 69.05 18.49%
5000 og 116
S n,m...“,.nh.,uh..h, W .- N 189 NN A GNRN—
m/z--> 20 40 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031318\
Data File : BG033119.D

Acq On : 13 Mar 2018 14:37

Operator : SJ/JU

Sample : PB107235BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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]
Propane, 2,2-dime... 3.34 10.6 ng 140176 1 8.91 264943 20.0
2-Pentanone, 4-hy... 5.82 2.8 ng 36450 1 8.91 264943 20.0
unknown8 .42 8.42 98.7 ng 1307710 1 8.91 264943 20.0
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