LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016820.D

Aca On : 30 Apr 2015 5:31

Operator : TP/1Z

Sample : 62031-03 5X

Misc :

ALS Vial : 26 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-BG042915.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 4.674 332 338 343 rVB 18419 26963 2.72% 0.307%
2 5.156 414 420 435 rBV 142238 217414 21.91% 2.478%
3 6.765 688 694 704 rBV 141657 231507 23.33% 2.639%
4 7.100 745 751 760 rBV 167163 259799 26.19% 2.961%
5 7.565 823 830 840 rBV 205252 322478 32.50% 3.676%
6 7.882 877 884 893 rVB 133807 211737 21.34% 2.414%
7 8.722 1021 1027 1037 rBvV 76983 139662 14.08% 1.592%
8 10.349 1297 1304 1320 rVB 287443 488698 49.26% 5.571%
9 12.835 1721 1727 1740 rBV 234027 360730 36.36% 4.112%
10 13.687 1868 1872 1877 rBvV2 7353 11162 1.13% 0.127%
11 14.221 1956 1963 1970 rBV2 416437 631871 63.69% 7.202%
12 14.280 1971 1973 1981 rvVvB2 7491 10782 1.09% 0.123%
13 15.273 2138 2142 2146 rBVvV4 7182 10200 1.03% 0.116%
14 15.720 2213 2218 2226 rBV 126956 190550 19.21% 2.172%
15 16.730 2381 2390 2393 rBvV6 4791 12254 1.24% 0.140%

16 16.965 2424 2430 2434 rBV2 500893 686314 69.18% 7.823%
17 17.006 2434 2437 2443 rVB 130663 181177 18.26% 2.065%

18 17.100 2449 2453 2459 rVB 27183 39008 3.93% 0.445%
19 17.382 2494 2501 2508 rBV2 7057 12584 1.27% 0.143%
20 17.841 2575 2579 2583 rBV 27002 37806 3.81% 0.431%
21 17.888 2583 2587 2595 rVvVv 32929 53079 5.35% 0.605%
22 17.970 2597 2601 2606 rVv2 11731 19307 1.95% 0.220%
23 18.035 2606 2612 2617 rVV3 35623 70159 7.07% 0.800%
24 18.076 2617 2619 2625 rVB 19464 22090 2.23% 0.252%
25 18.346 2662 2665 2670 rBV 15657 21411 2.16% 0.244%
26 18.399 2670 2674 2677 rBV5 9815 12739 1.28% 0.145%
27 18.763 2732 2736 2740 rVV3 17712 29761 3.00% 0.339%
28 18.834 2744 2748 2750 rVV5 11749 18479 1.86% 0.211%
29 18.904 2757 2760 2768 rVV3 14951 30139 3.04% 0.344%
30 19.028 2776 2781 2789 rBV 286964 390221 39.33% 4.448%
31 19.133 2796 2799 2803 rVB6 9038 11096 1.12% 0.126%
32 19.239 2812 2817 2819 rBV6 6323 11899 1.20% 0.136%
33 19.292 2820 2826 2833 rVVv4 15258 35812 3.61% 0.408%

34 19.398 2834 2844 2853 rVV 266588 447632 45.12% 5.102%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016820.D

Aca On : 30 Apr 2015 5:31

Operator : TP/1Z

Sample : 62031-03 5X

Misc :

ALS Vial : 26 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-BG042915.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.468 2853 2856 2861 rVB2 13625 23448 2.36% 0.267%
36 19.603 2872 2879 2883 rBV 356947 451065 45.46% 5.142%
37 19.727 2894 2900 2908 rBVS8 22315 60965 6.14% 0.695%
38 19.850 2918 2921 2924 rBV5 16639 27474 2.77% 0.313%
39 19.891 2926 2928 2935 rVB2 31765 44043 4._.44% 0.502%
40 19.997 2941 2946 2949 rBV 19914 26622 2.68% 0.303%
41 20.050 2950 2955 2959 rVv3 30989 49981 5.04% 0.570%
42 20.085 2959 2961 2966 rVB6 7700 10356 1.04% 0.118%
43 20.132 2967 2969 2973 rVB5 8144 9955 1.00% 0.113%
44 20.191 2976 2979 2983 rBV2 21295 26205 2.64% 0.299%
45 20.238 2983 2987 2991 rBVY 18733 26620 2.68% 0.303%
46 20.643 3052 3056 3062 rBV2 30523 42015 4.23% 0.479%
47 20.802 3081 3083 3086 rVB2 16974 17817 1.80% 0.203%
48 20.843 3087 3090 3093 rvv2 19801 28071 2.83% 0.320%
49 20.878 3093 3096 3102 rVVv3 34436 63133 6.36% 0.720%
50 20.937 3104 3106 3114 rVB2 31101 51826 5.22% 0.591%
51 21.072 3126 3129 3133 rVB 59358 58532 5.90% 0.667%

52 21.154 3137 3143 3147 rVV2 635060 992138 100.00% 11.309%
53 21.190 3147 3149 3159 rVB 152188 200080 20.17% 2.281%
54 21.307 3167 3169 3176 rVB4 26921 32505 3.28% 0.371%
55 22.694 3400 3405 3409 rBvV 120454 238654 24 .05% 2.720%

56 23.164 3480 3485 3492 rVB 72999 128534 12.96% 1.465%
57 23.258 3496 3501 3507 rVB 109068 202734 20.43% 2.311%
58 23.352 3511 3517 3523 rBV 370103 703648 70.92% 8.021%

Sum of corrected areas: 8772941
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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 G\DATA\BG042915\

BG016820.D

30 Apr 2015 5:31

TP/1Z

G2031-03 5X

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016820.D

Aca On : 30 Apr 2015 5:31

Operator : TP/1Z

Sample : 62031-03 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042915_.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 1 unknown7.10 Concentration Rank 1

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

7.10 16.11 ng 259799 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 751 (7.100 min): BG016820.D (-745) (-) m/z 132.00 100.00%
132
5000
68
% 680 7.00 7.20 7.40
42 54 75 103
o....,..3.6:;-:...,.-.-..,‘?%I-.',..'..,..5.‘?,..!.,.-:..,....,...., | [ m/z 134.00 32.73%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U U L R SR
6.80 7.00 7.20 7.40
2 78 m/z 68.10 30.86%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.10 19.40%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 n
Abundance #13916: Benzene, 1,3,5-trifluoro- e
132 6.80 7.00 7.20 7.40
m/z 69.10 12.70%
5000
63 81
oL 3137 445057 | 74 | 88 101 112
s 3 a o % % 180 110 Do 10 10 680 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042915\
Data File : BG016820.D

Aca On : 30 Apr 2015 5:31

Operator : TP/1Z

Sample : 62031-03 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042915_.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.03 2.04 ng 70159 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 64
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
3 Benzene. 1.1°-(l.2-propadienvlid... 192 C15H12 014251-57-1 35
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 35
5 1a,9b-Dihydro-1H-cyclopropa[aljan... 192 C15H12 006109-24-6 35
Abundance Scan 2611 (18.029 min): BG016820.D (-2606) (-) m/z 192.05 100.00%
5000
0 m/z 190.10 87.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49485: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190
5000 ""IA"pI""I""I"'
63 17.80 18.00 18.20 18.40
” | 73 9 133144 16;]2 m/z 189.05 79 .45%
o 182030 B (e W00 | | 192 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190
17.80 18.00 18.20 18.40
5000 m/z 191.10 69.01%
94
0 27 39 50 63 81 110 122 137 150 163 178
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50637: Benzene, 1,1'-(1,2-propadienylidene)bis-
191 17.80 18.00 18.20 18.40
m/z 94.60 34.19%
5000
165
39 51 63 94 115
2 P B o | e 0s s ||
m/z--> 20 40 60 80 100 120 140 160 180 200 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042915\
Data File : BG016820.D

Acq On = 30 Apr 2015 5:31

Operator : TP/1Z

Sample : G2031-03 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG042915_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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?7 .10 7.10 16.1 ng 259799 1 7.56 322478 20.0
Benzaldehyde, 3,5... 18.03 2.0 ng 70159 4 16.97 686314 20.0
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