LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG021007.D

Aca On : 20 Feb 2016 13:56

Operator : SJ/UM

Sample : H1453-03 5X

Misc :

ALS Vial : 34 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-BG021116.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

3.093 38 43 57 rvB 198759 282737 55.28% 6.792%

1

2 3.246 64 69 78 rVB 10535 18560 3.63% 0.446%
3 5.314 417 421 428 rVB 7624 11577 2.26% 0.278%
4 5.790 497 502 511 rVB 42919 68508 13.39% 1.646%
5 7.399 770 776 785 rVB 49010 83851 16.39% 2.014%
6 7.787 834 842 852 rVB 50258 84525 16.53% 2.030%
7 8.257 916 922 929 rVB 74181 122407 23.93% 2.940%
8 8.586 971 978 984 rBV 39961 65450 12.80% 1.572%
9 9.426 1114 1121 1129 rVB 31088 54318 10.62% 1.305%
10 11.082 1393 1403 1411 rBV 132754 239117 46.75% 5.744%
11 13.397 1790 1797 1804 rBV3 5012 7526 1.47% 0.181%
12 13.497 1809 1814 1820 rVB 115918 174026 34.03% 4._.180%
13 14.313 1945 1953 1960 rBV2 15633 36499 7.14% 0.877%
14 14.619 1998 2005 2010 rBV5 2934 6170 1.21% 0.148%
15 14.701 2013 2019 2022 rBv4 4557 7802 1.53% 0.187%
16 14.871 2042 2048 2056 rVvVv2 243966 380908 74.48% 9.150%
17 14.936 2056 2059 2065 rVB3 4490 6508 1.27% 0.156%
18 15.253 2111 2113 2121 rVB3 3828 6936 1.36% 0.167%
19 15.647 2174 2180 2183 rBV5 3242 6874 1.34% 0.165%
20 15.682 2183 2186 2192 rVB3 4557 5850 1.14% 0.141%
21 15.911 2220 2225 2232 rVV3 6641 13002 2.54% 0.312%
22 16.087 2250 2255 2261 rBV5 4944 7949 1.55% 0.191%
23 16.346 2294 2299 2307 rVB2 65175 97866 19.13% 2.351%
24 16.563 2327 2336 2341 rBV3 10752 21764 4._.26% 0.523%
25 17.333 2462 2467 2472 rBV5 3638 6023 1.18% 0.145%
26 17.386 2472 2476 2480 rVV3 7802 12609 2.47% 0.303%
27 17.609 2503 2514 2518 rBV 267145 400422 78.29% 9.618%
28 17.650 2518 2521 2527 rVB 37441 51209 10.01% 1.230%
29 17.738 2532 2536 2542 rBV 11363 16779 3.28% 0.403%
30 18.472 2657 2661 2666 rBV 4347 6810 1.33% 0.164%
31 18.519 2666 2669 2675 rVB 6699 9924 1.94% 0.238%
32 18.602 2679 2683 2688 rBV3 4930 7644 1.49% 0.184%
33 18.672 2690 2695 2699 rBV2 9493 16061 3.14% 0.386%
34 18.966 2741 2745 2749 rBV 4440 5544 1.08% 0.133%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG021007.D

Aca On : 20 Feb 2016 13:56

Operator : SJ/UM

Sample : H1453-03 5X

Misc :

ALS Vial : 34 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-BG021116.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.207 2780 2786 2791 rVB5 3631 6228 1.22% 0.150%
36 19.371 2809 2814 2819 rBV4 6233 10899 2.13% 0.262%
37 19.641 2853 2860 2866 rBV 88411 125824 24.60% 3.022%
38 19.882 2896 2901 2906 rBV6 3109 7081 1.38% 0.170%
39 19.964 2910 2915 2917 rVvVv3 12467 19107 3.74% 0.459%
40 20.000 2917 2921 2928 rVB 74203 109953 21.50% 2.641%
41 20.064 2928 2932 2938 rVB7 6657 10426 2.04% 0.250%
42 20.135 2938 2944 2946 rBV7 2727 6200 1.21% 0.149%
43 20.182 2947 2952 2958 rvVv 158862 208685 40.80% 5.013%
44 20.329 2969 2977 2982 rVB7 6558 17534 3.43% 0.421%
45 20.481 2998 3003 3008 rVvB3 15831 24851 4 .86% 0.597%
46 20.581 3016 3020 3025 rBvV2 13528 18395 3.60% 0.442%
47 20.640 3025 3030 3033 rBvV3 6948 11142 2.18% 0.268%
48 20.781 3050 3054 3058 rBvV2 5752 10033 1.96% 0.241%
49 20.828 3059 3062 3066 rvv3 3501 5443 1.06% 0.131%
50 21.451 3164 3168 3171 rBV2 5474 9065 1.77% 0.218%
51 21.492 3171 3175 3180 rVvv4 6244 9644 1.89% 0.232%
52 21.551 3181 3185 3189 rVB4 5186 7687 1.50% 0.185%
53 21.744 3214 3218 3223 rBV3 7765 11058 2.16% 0.266%
54 21.885 3233 3242 3247 rBV2 264127 511452 100.00% 12.286%
55 21.932 3247 3250 3259 rVB 30765 48909 9.56% 1.175%
56 22.097 3273 3278 3284 rVB 7578 13579 2.65% 0.326%
57 22.643 3368 3371 3377 rVB3 5361 8469 1.66% 0.203%
58 24.182 3625 3633 3640 rBV2 20350 67044 13.11% 1.610%
59 24.447 3674 3678 3684 rVB6 4751 10388 2.03% 0.250%
60 24.940 3754 3762 3770 rVB2 13148 37043 7.24% 0.890%
61 25.087 3781 3787 3798 rVB3 17963 49106 9.60% 1.180%
62 25.257 3804 3816 3827 rBV 150194 431863 84.44% 10.374%
63 29.099 4462 4470 4472 rBV7 5380 12179 2.38% 0.293%

Sum of corrected areas: 4163042
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG021007.D

Aca On : 20 Feb 2016 13:56

Operator : SJ/UM

Sample : H1453-03 5X

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG021007.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG021007.D

Aca On : 20 Feb 2016 13:56

Operator : SJ/UM

Sample : H1453-03 5X

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.M
Quant Title : 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 unknown3.09 Concentration Rank 1

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

3.09 46.20 ng 282737 1,4-Dichlorobenzene-d4 8.26
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 N-Ethvlformamide 73 C3H7NO 000627-45-2 7
4 1.3.5-Trioxane 90 C3H603 000110-88-3 5
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 5

Abundance Scan 42 (3.087 min): BG021007.D (-38) (-) m/z 73.15 100.00%
74.2
5000 jk
43.1 89.2
551 300 320 340
O I e L e e e m/z 43.15 34 .80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4665: Propane, 2,2-dimethoxy-
73.0
5000 43.0 300 320 340
310 89.0 m/z 89.15 27 .55%
Obrrry i ,...‘Nﬂ;.. jiy.‘u.,. A ,l:. I .ﬂ,. 020
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73.0
43.0 ISR
550 3.00 320 3.40
5000 m/z 41.15 7.06%
29.0
150 89.0 100.0
S L UL BRI SR UL UL S UL S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 A
Abundance #719: N-Ethylformamide —
30.0 73.0 3.00 320 3.40
m/z 45.15 5.63%
5000
58.0
44.0
15.0 LI | A\
e VLI I I UL IS IS IS UM UM B A U L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG021007.D

Aca On : 20 Feb 2016 13:56

Operator : SJ/UM

Sample : H1453-03 5X

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.M
Quant Title : 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 unknown7.79 Concentration Rank 2

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

7.79 13.81 ng 84525 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 843 (7.793 min): BG021007.D (-834) (-) m/z 132.05 100.00%
132.1
5000
68.2
00 6.0 T Th 750 500 820
< B S S A o e SN m/z 68.15 32.06%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 UL AL SR R L
7.40 7.60 7.80 8.00 8.20
310 510 m/z 134.05 30.99%
oL ‘ H\ l|H|||l||‘|||||||‘lll|ll ‘. R A WAL a s s
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 67.0 m/z 66.15  18.45%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil A R
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.15 11.86%
5000
105.0
0 510 770 159.0 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 740 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021916\
Data File : BG021007.D

Acq On : 20 Feb 2016 13:56

Operator : SJ/UM

Sample : H1453-03 5X

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021116.M
Quant Title : 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]
unknown3 .09 3.09 46.2 ng 282737 1 8.26 122407 20.0
unknown7 .79 7.79 13.8 ng 84525 1 8.26 122407 20.0
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