LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\

Data File : BG022322.D

Aca On : 13 Jun 2016 12:59

Operator : UM/SJ

Sample : H3448-03 VT s
Misc : EE— .
ALS Vial : 33 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:\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 heiaht area % max. total
1 2.931 10 16 33 rvB 527184 869189 41.53% 6.998%
2 5.152 387 394 402 rBV2 23077 43304 2.07% 0.349%
3 5.634 469 476 486 rBV 416359 775430 37.05% 6.243%
4 7.250 743 751 767 rBV 496458 967699 46.24% 7.791%
5 7.620 806 814 824 rBV 515511 971815 46.44% 7.825%

8.090 887 894 902 rBV 83812 159808 7.64% 1.287%
8.413 940 949 964 rBvV 351070 692121 33.07% 5.573%
9.259 1086 1093 1112 rBV 279205 584091 27.91% 4_.703%
10.910 1366 1374 1384 rBV 148682 300896 14.38% 2.423%
13.349 1780 1789 1800 rBV 999961 1732184 82.77% 13.947%

=
QO ~NO®

11 14.165 1922 1928 1939 rBV 76227 129187 6.17% 1.040%
12 14.724 2016 2023 2034 rBV2 275506 468189 22.37% 3.770%
13 16.210 2270 2276 2290 rBV 626703 1062293 50.76% 8.553%
14 17.467 2483 2490 2499 rBvV2 283200 489708 23.40% 3.943%
15 20.058 2925 2931 2944 rBV 1421966 2092776 100.00% 16.850%

16 20.740 3042 3047 3050 rBV 19631 27604 1.32% 0.222%
17 21.345 3147 3150 3161 rVB7 19788 45660 2.18% 0.368%
18 21.739 3210 3217 3232 rBV 262190 516694 24.69% 4._.160%
19 24.013 3598 3604 3609 rBV5 11933 24658 1.18% 0.199%

20 25.011 3764 3774 3794 rVB2 142393 466681 22.30% 3.757%

Sum of corrected areas: 12419987
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\
Data File : BG022322.D

Aca On : 13 Jun 2016 12:59

Operator : UM/SJ

Sample : H3448-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060616.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: BG022322.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\
Data File : BG022322.D

Aca On : 13 Jun 2016 12:59

Operator : UM/SJ

Sample - H3448-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown2.93

Concentration Rank 2

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

2.93 108.78 ng 869189 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 7
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 16 (2.931 min): BG022322.D (-10) (-) m/z 73.00 100.00%
7B
5000
43 89
2.90 3.00 3.10 3.20 3.30
55
o BT NS [ N — m/z 42.95 35_41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000
43 2.90 3.00 3.10 3.20 3.30
89 m/z 89.00 30.01%
Lo ws g s | o
miz--> b 3 40 % 60 7 8 90 100 10
Abundance
73
43
55 2.90 3.00 3.10 3.20 3.30
5000 m/z 41.00 7.64%
29
0 5 3749 | 6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2102: Propane, 2-methoxy-2-methyl-
73 2.90 3.00 3.10 3.20 3.30
m/z 45.00 5.60%
5000
29 57
0 i ‘\ 51 ‘
"W"'W"'W"”I"”I"”I"”I"”I"”I"”I"”I' RN S AU AR I
m/z--> 10 20 30 50 60 70 80 90 100 110 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\
Data File : BG022322.D

Aca On : 13 Jun 2016 12:59

Operator : UM/SJ

Sample - H3448-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.15 5.42 ng 43304 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 40
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 12
4 2-Butanol. l1-chloro- 108 C4H9CIO 001873-25-2 12
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 12

Abundance Scan 394 (5.152 min): BG022322.D (-387) (-) m/z 42.95 100.00%
43
59
5000
101
51 | 83 480 5.00 520 5.40
Obrerprrrrprrrrprrrdi bl e e || M7z 5900 68 18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LN I L UL
59 480 500 520 540
m/z 101.00 29.33%
15 4 101
0 | N 51\ 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
480 500 520 540
0
5000 101 m/z 58.00 16.13%
28 59
70 84
0 15 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38492: 1,8-Nonanediol, 8-methyl-
59 480 5.00 520 5.40
m/z 41.00 10.86%
5000
43
0 L 8 8 o 123 141 159
iz 10 % % 40 80 60 10 B 80 160 110 150 19 140 120 10 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061316\
Data File : BG022322.D

Aca On : 13 Jun 2016 12:59

Operator : UM/SJ

Sample - H3448-03

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown7.62 Concentration Rank 1

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

7.62 121.62 ng 971815 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 814 (7.620 min): BG022322.D (-806) (-) m/z 131.90 100.00%
5000 /\;
68
9 0 740 760 7.80 800
40 54 7.20 7.40 7.60 7.80 8.00
o....~;--..:-.,:|-.|.'. 8 e e M/Z  68.00  34.89%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL I R R
7.20 7.40 7.60 7.80 8.00
31 51 m/z 133.90 32.61%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 21.18%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220 N
Abundance #88584: Amphetaminil i ARMm s
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 13.54%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 720 7.0 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061316\
Data File : BG022322.D

Acq On : 13 Jun 2016 12:59

Operator : UM/SJ

Sample - H3448-03

Misc :

ALS Vial : 33 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]
unknown2 .93 2.93 108.8 ng 869189 1 8.09 159808 20.0
2-Pentanone, 4-hy... 5.15 5.4 ng 43304 1 8.09 159808 20.0
unknown? .62 7.62 121.6 ng 971815 1 8.09 159808 20.0
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