LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022195.D

Acq On > 7 Jun 2016 8:38

Operator : UM/SJ

Sample - H3402-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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 height area % max. total
1 2.984 19 25 43 rVB 1593722 2604204 100.00% 22.851%
2 5.188 394 400 409 rBvY 15984 31303 1.20% 0.275%
3 5.669 474 482 496 rBV 309262 597590 22.95% 5.244%
4 7.279 748 756 772 rBV 336523 664037 25.50% 5.827%
5 7.649 811 819 837 rBV 364145 722204 27.73% 6.337%

8.119 892 899 911 rBV 63430 129922 4._.99% 1.140%
8.443 943 954 965 rBV 281816 554363 21.29% 4._.864%
9.289 1089 1098 1116 rBV 176519 389653 14.96% 3.419%
10.940 1370 1379 1390 rBV 91846 203441 7.81% 1.785%
13.366 1785 1792 1809 rBV 619435 1095713 42.07% 9.615%

=
QO ~NO®

11 14.189 1926 1932 1942 rBV 103386 167599 6.44% 1.471%
12 14.747 2020 2027 2039 rBvV2 187514 329221 12.64% 2.889%
13 16.233 2273 2280 2293 rBV 485297 826776 31.75% 7.255%
14 17.491 2487 2494 2509 rBV 223654 415178 15.94% 3.643%
15 20.082 2929 2935 2949 rBV 1147636 1722419 66.14% 15.114%

16 21.762 3215 3221 3235 rBV 239427 479347 18.41% 4._.206%
17 25.064 3770 3783 3797 rBV2 143407 463362 17.79% 4._.066%

Sum of corrected areas: 11396332

8270-BG060616.M Tue Jun 07 18:26:30 2016 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022195.D

Acqg On > 7 Jun 2016 8:38

Operator : UM/SJ

Sample - H3402-19

Misc :

ALS Vial :© 29 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022195.D
1500000 298

1000000

500000
7.65
5.67 /.28 8.4
9.29
8.12 10.94

5.19

T T o R L L MM RN

Time--> 300 3.50 4.00 450 500 550 600 6.50 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG022195.D

1500000

20.08

1000000

13.37

500000 16.23

17.49 21.76

O e L L o B o o o L e e e o o  LALN HL

Time--> 13.00 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: BG022195.D

1500000

1000000

500000

25.06

I B e e e B e R e M S

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\BG060616\
Data File : BG022195.D

Acq On > 7 Jun 2016 8:38

Operator : UM/SJ

Sample - H3402-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 unknown2.98 Concentration Rank 1

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

2.98 400.89 ng 2604200 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 45
2 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
3 N-Ethylformamide 73 C3H7NO 000627-45-2 7
4 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7
5 1,3,5-Trioxane 90 C3H603 000110-88-3 4

Abundance Scan 24 (2.978 min): BG022195.D (-19) (-) m/z 73.00 100.00%
7B T
5000
43 89
37 55 2.90 3.00 3.10 3.20 3.30 3.40
R L e A 5 A o o e i e S m/z 43.00 34.78%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.90 3.00 3.10 3.20 3.30 3.40
31 89 m/z 89.00 31.59%
T |'?§'|"??|""| '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
43
55 2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 40.95 7.36%
29
s 37, 49 |6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #719: N-Ethylformamide
30 78 2.90 3.00 3.10 3.20 3.30 3.40
m/z 41.95 5.92%
5000
58
44
B[l 38l 51 i N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022195.D

Acq On > 7 Jun 2016 8:38

Operator : UM/SJ

Sample - H3402-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.19 4.82 ng 31303 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 25
3 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 400 (5.188 min): BG022195.D (-394) (-) m/z 43.00 100.00%
43
59
5000
101
49 83 480 5.00 5.20 5.40 5.60
MRS 111 Mo SET I8 S SRR M. m/z 59.00 56.50%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR S U R
480 5.00 5.20 5.40 5.60
m/z 101.00 26.62%
25 31 37 | 83 o3 %
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540 560
0
5000 101 m/z 58.00 22 .85%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4009: Formamide, N,N-diethyl-
30 58 101 480 5.00 5.20 5.40 5.60
m/z 41.00 8.86%
5000 44 86
72
15 s s2,| ‘ ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022195.D

Acq On > 7 Jun 2016 8:38

Operator : UM/SJ

Sample - H3402-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.65 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.65 111.18 ng 722204 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 10
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 819 (7.649 min): BG022195.D (-811) (-) m/z 131.90 100.00%

132
5000
68

40 54 m %9f 115 7.40 7.60 7.80 8.00
B B e e B o L L e o m/z 133.90 32.66%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LINLINL LI LI L L L L LI LI
7.40 7.60 7.80 8.00
31 m/z 68.00 31.55%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
R L EBEREEES
7.40 7.60 7.80 8.00
5000 67 m/z 66.00 19.75%
41 53 97 17
79
T T T T T T e e T e e T
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil
132 7.40 7.60 7.80 8.00

m/z 69.00 12.83%

5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
SN AN SR ! S RS CANEUL AN G A -

m/z--> 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022195.D

Acq On > 7 Jun 2016 8:38

Operator : UM/SJ

Sample - H3402-19

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
unknown?2 .98 2.98 400.9 ng 2604200 1 8.11 129922 20.0
2-Pentanone, 4-hy... 5.19 4.8 ng 31303 1 8.11 129922 20.0
unknown? .65 7.65 111.2 ng 722204 1 8.11 129922 20.0
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