LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089872.D

Aca On : 24 Aug 2016 14:15

Operator : UM/SJ

Sample : H4551-05

Misc :

ALS Vial : 9 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-BF081916.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 1.656 4 6 14 rBV 459932 782000 6.25% 0.711%
2 1.770 14 16 21 rVV 3370546 5459057 43.62% 4.962%
3 1.850 21 23 57 rVvB2 525402 1992614 15.92% 1.811%
4 4.799 278 281 290 rVB 1578178 2994759 23.93% 2.722%
5 5.244 317 320 323 rBVY 8529346 10436600 83.39% 9.487%

6.307 409 413 415 rBV 9126410 10320050 82.46% 9.381%
6.433 421 424 426 rBV 11057717 11296411 90.26% 10.269%
6.662 442 444 447 rBV 2553335 2348639 18.77% 2.135%
6.822 455 458 460 rBV 9597024 8445808 67.48% 7.677%
7.233 491 494 496 rBV 7045376 6989546 55.85% 6.354%

=
QO ~NO®

11 7.953 554 557 559 rBV 3681007 3321301 26.54% 3.019%
12 9.039 648 652 654 rBY 11366075 12515685 100.00% 11.377%
13 9.428 684 686 689 rBV 2141647 2086524 16.67% 1.897%
14 9.702 707 710 712 rBV 4037712 3491665 27.90% 3.174%
15 10.491 776 779 781 rBV 6286811 6887851 55.03% 6.261%

16 10.628 789 791 797 rVB 245284 278088 2.22% 0.253%
17 11.176 837 839 842 rVvVB 3982403 3424201 27.36% 3.113%
18 12.777 976 979 981 rBV 8240136 10989249 87.80% 9.989%
19 13.714 1059 1061 1068 rBV2 56130 128430 1.03% 0.117%
20 13.828 1068 1071 1074 rBV 3286845 3170276 25.33% 2.882%

21 14.788 1152 1155 1157 rBV 173281 174086 1.39% 0.158%
22 15.291 1196 1199 1202 rBV 2213199 2477337 19.79% 2.252%

Sum of corrected areas: 110010177
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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:\HPCHEM1I\BNA F\DATA\BF082416\
BF089872.D

24 Aug 2016 14:15

UM/SJ

H4551-05

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089872.D

Aca On : 24 Aug 2016 14:15

Operator : UM/SJ

Sample - H4551-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 unknownl.85 Concentration Rank 5

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

1.85 16.97 ng 1992610 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 40
2 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 38
3 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 14
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 14
5 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro2 005267-73-2 10

Abundance Scan 23 (1.850 min): BF089872.D (-21) (-) m/z 75.00 100.00%
74.0
5000 /\
45.1
57.0 180 200 220
Ol A b il e m/Z 73.05  72.68%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75.0
5000 L N L L N
45.0 180 200 220
31.0 “ m/z 45.10 35.08%
15.0 57.0
0 ”'I""I'M'I"JHJ"”HIH'LI"AI'"'”llaW"qq?"”ﬁqgg'l'
m/z--> 0 10 20 40 50 60 70 80 90 100 110
Abundance
75.0
180 200 220
5000 m/z 41.05 23.53%
310 450
o 150 59.0 105.0
R I S U UL SO UL IULIUL IO UL IULL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #719: Thiocyanic acid, methyl ester e LI
73.0 180 200 220

m/z 47.00 10.80%

45.0
15.0
5000
32.0 58.0
2.0 M‘ ‘ ‘ ‘ [

e i LMMMMM T

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 180 2.00 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089872.D

Aca On : 24 Aug 2016 14:15

Operator : UM/SJ

Sample - H4551-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.80 25.50 ng 2994760 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 281 (4.799 min): BF089872.D (-278) (-) m/z 43.00 100.00%
43.0
59.1
5000
o 450 50 4bo 550 570
83.0 : : : : :
0...,....,....,....','::..,..-!I,...7.,1.'9..,.-...,...:,....,....,....,....,...., m/z 59.10 59.89%
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
w000 90 I 4b 450 S5 5k
0
150 4, 1010 m/z 101.00 22 .09%
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
440 460 480 500 520
5000 410 m/z 57.95 16.91%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone EEEEE E e AR
43.0 4.40 4.60 4.80 5.00 5.20
m/z 41.10 8.85%
5000 1010
28.0 59.0
84.0
“'&EQPJ$L'“%l“ljht“'jﬁ?w“kw'”'ﬁ“'v'“v'“l“'w“'w SRR SAREE SRR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089872.D

Aca On : 24 Aug 2016 14:15

Operator : UM/SJ

Sample - H4551-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 5 unknown6.43 Concentration Rank 1

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

6.43 96.20 ng 11296400 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 424 (6.433 min): BF089872.D (-421) (-) m/z 132.00 100.00%
132.0
5000 68.1
wo |0 b0 620 640 Sho b0
O L B L T i e e e m/z 68.10 38.02%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 " AR AR Ao
410 970 m/z 134.00 36.17%
0....|.... \H — .EL:.LQ.O. ‘. T
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
132.0
o0 500 620 640 650 680
5000 ' m/z 66.10 24 .14%
31.0 51.0
e L S AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil L B B B
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.27%
5000
105.0
0 510 770 159.0 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 6.00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082416\
Data File : BF089872.D

Acq On : 24 Aug 2016 14:15

Operator : UM/SJ

Sample - H4551-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081916_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]
unknownl .85 1.85 17.0 ng 1992610 1 6.66 2348640 20.0
2-Pentanone, 4-hy... 4.80 25.5 ng 2994760 1 6.66 2348640 20.0
unknown6 .43 6.43 96.2 ng 11296400 1 6.66 2348640 20.0
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