LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077959.D

Aca On : 25 Mar 2015 18:56

Operator : TP/1Z

Sample : G1612-04

Misc :

ALS Vial : 8 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-BF031115.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

1.150 22 23 32 rVB5 11170 26053 1.54% 0.253%
1.367 38 42 45 rVB 161021 267917 15.79% 2.601%
rvv 186457 247445 14 _.59% 2.402%
1.641 62 66 74 rVB2 21374 48935 2.88% 0.475%
1.744 74 75 85 rvB 208192 313066 18.46% 3.039%
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1.950 92 93 99 rvB 49365 78151 4.61% 0.759%
4.830 344 345 351 rBV 28242 47853 2.82% 0.465%
5.379 390 393 396 rBV 363367 429267 25.31% 4.167%
rBv 303916 275078 16.22% 2.670%
6.807 515 518 520 rBV 889823 859493 50.67% 8.343%
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11 7.093 541 543 546 rVB 250823 222423 13.11% 2.159%
12 7.276 557 559 562 rBvV 792429 793959 46.81% 7.707%
13 7.790 601 604 606 rBvV 715508 635983 37.49% 6.174%
14 8.670 679 681 683 rBv 369279 318261 18.76% 3.089%
15 10.019 797 799 801 rBV 1602513 1393292 82.14% 13.525%

16 10.773 861 865 869 rBV2 9916 18217 1.07% 0.177%
17 10.842 869 871 873 rVB 371724 375831 22.16% 3.648%
18 11.814 954 956 959 rBV2 737645 835399 49.25% 8.109%
19 12.671 1029 1031 1034 rBvV 370144 406056 23.94% 3.942%
20 14.671 1203 1206 1209 rBV 1591143 1696271 100.00% 16.466%
21 15.860 1307 1310 1316 rBV2 22691 39579 2.33% 0.384%
22 15.963 1316 1319 1322 rBV 468009 482178 28.43% 4.681%
23 17.734 1471 1474 1477 rBV 386805 466152 27.48% 4_.525%
24 18.786 1563 1566 1572 rVB3 8288 24733 1.46% 0.240%
Sum of corrected areas: 10301592
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032515\
Data File : BFO77959.D

Aca On : 25 Mar 2015 18:56

Operator : TP/I1Z

Sample : G1612-04

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BFO77959.D
1500000
1000000
6.81
7.28
500000
5.38 6.67
| 7.09
1.3%.52 1.74
115A 164 195 4.83
o777 77— T T
Time-->  1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BFO77959.D
1500000 19.02
1000000
7.79 11.81
500000
8.67 10.84 12.67
o 10.17
L T B e e e e e L e e e LA e e e o L B e L B e e e o e B s e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00
Abundance TIC: BFO77959.D
1500000 1467
1000000
15.96
500000 17.73
15. 18.79
O A e e o e s e L B e e e e A T e e e e e B e B L B B e e B
Time--> 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077959.D

Aca On : 25 Mar 2015 18:56

Operator : TP/1Z

Sample : G1612-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

1.52 22.25 ng 247445 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 55 (1.515 min): BF077959.D (-53) (-) m/z 73.10 100.00%
7B
5000 43
55 87 SRR £ U
&7 1.20 1.40 1.60 1.80
N 1 A M RS- A N . m/z 43.05 38.82%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.20 1.40 1.60 1.80
55 87 m/z 55.10 26.41%
0 ?? 35 | ‘ 67 || 80
LR IR S UL SR UL SURLLIL SUR L SURL SUIL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
BN SRR LR
1.20 1.40 1.60 1.80
5000 m/z 87.10 25.57%
45
29
o 39 S g7 101
LRI IR S UL SR SURLELL AR SUR L IURL S S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1852: Acetamide, N-ethyl- e  Rama paa,
30 1.20 1.40 1.60 1.80
m/z 41.05 12.03%
5000 43 87
15 72
0 | gl 37 | 52 59
LR IR S UL SR SURELL SURLLIL SR SURL SURIL S BENARBAAAEDE SRR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077959.D

Aca On : 25 Mar 2015 18:56

Operator : TP/1Z

Sample : G1612-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.83 4_.30 ng 47853 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 2-Propanone. 1-(l-methvlethoxv)- 116 C6H1202 042781-12-4 9
4 3-0Octanol 130 C8H180 000589-98-0 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 345 (4.830 min): BF077959.D (-344) (-) m/z 43.10 100.00%
a3
59
5000
| | o 1‘|’1 440 460 480 500 520
O T o I L e L o o O S m/z 59.10 54 _49%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRI R R R
4.40 4.60 4.80 5.00 5.20
m/z 101.10 16.21%
o 25 a7 | 83 g3 101
miz--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
440 460 480 500 520
5000 59 m/z 58.10 15.26%
73
101
0 28 37 51 67 79 86
UL UL UL SURILI SURILILN SURBUI SUREURS UL B B S
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7943: 2-Propanone, 1-(1-methylethoxy)- e
43 4.40 4.60 4.80 5.00 5.20
m/z 41.10 11.50%
5000
27 58 73
0 i 37‘M“ If | 83 101 115
miz--> 20 30 40 50 60 70 80 90 100 110 120 | | 4.40 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077959.D

Aca On : 25 Mar 2015 18:56

Operator : TP/1Z

Sample : G1612-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 7 unknown6.81 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.81 77.28 ng 859493 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (E)-3-Chloro-

2-methvl-2-pentenal 132 C6H9CIO

031357-76-3 35

2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
Abundance Scan 518 (6.807 min): BF077959.D (-515) (-) m/z 132.00 100.00%
32
5000
68
96 IIIIIIIIIIIIIIIIIII
40 54 6.40 6.60 6.80 7.00 7.20
ST -|-|.'. 8 14 e m/z 68.10 35.28%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
32
5000 67 R IR I IULILLE I
a1 o7 6.40 6.60 6.80 7.00 7.20
53 - 117 m/z 134.00 32.87%
““‘ \\‘\ ‘\H LU \‘ ‘\ I
O g LIRSS LA SRR WAL L S SR
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
69 BB RREE L U
104 6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 21.62%
31 51
e L S AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil B mamme
132 6.40 6.60 6.80 7.00 7.20
m/z 69.10 14 .32%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 640 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032515\
Data File : BF077959.D

Acq On : 25 Mar 2015 18:56

Operator : TP/1Z

Sample : G1612-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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]
Butane, 2-methoxy... 1.52 22.3 ng 247445 1 7.09 222423 20.0
2-Pentanone, 4-hy... 4.83 4.3 ng 47853 1 7.09 222423 20.0
unknown6 .81 6.81 77.3 ng 859493 1 7.09 222423 20.0
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