LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124756.D

Acqg On : 24 Jul 2021 19:50
Operator : JU/CG

Sample : M3117-06 5X

Misc :

ALS Vvial : 21  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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124756.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.122 4 6 9 rBB 1026 891 1.88% 0.233%
2 5.475 573 576 579 rBB 26535 19958 42.07% 5.230%
3 6.487 745 748 751 rBB 29637 21280 44.86% 5.576%
4 6.875 811 814 816 rBB 44187 37581 79.22% 9.847%
5 7.428 905 908 911 rBB 18878 12724 26.82%  3.334%
6 8.051 1012 1014 1017 rBB 5612 3876 8.17% 1.016%
7 8.157 1028 1032 1035 rBB 64019 47438 100.00% 12.430%
8 9.228 1211 1214 1217 rBV 31345 20456 43.12% 5.360%
9 9.910 1327 1330 1333 rBB 58254 42920 90.48% 11.246%
10 10.692 1461 1463 1466 rBB 8715 6261 13.20% 1.641%
11 11.398 1580 1583 1586 rBB 42244 32408 68.32%  8.492%
12 12.610 1787 1789 1791 rBB 1001 770 1.62% 0.202%
13 12.980 1849 1852 1855 rBB 15279 11977 25.25% 3.138%
14 13.904 2006 2009 2012 rBV2 610 816 1.72% 0.214%
15 14.033 2028 2031 2034 rVV 32666 27224 57.39% 7.134%
16 14.086 2037 2040 2041 rBB 1097 730 1.54% 0.191%
17 14.145 2048 2050 2052 rBV 706 771  1.63% 0.202%
18 14.239 2065 2066 2071 rVB 1076 1465 3.09% 0.384%
19 14.286 2071 2074 2078 rBV2 1215 2158 4.55% 0.565%
20 14.339 2078 2083 2085 rBV 1111 1510 3.18% 0.396%
21 14.445 2098 2101 2104 rBV2 1363 1650 3.48% 0.432%
22 14.527 2114 2115 2120 rVB3 861 770 1.62% 0.202%
23 14.592 2123 2126 2127 rVB3 1094 854 1.80% 0.224%
24 14.610 2127 2129 2130 rBV 830 747 1.57% 0.196%
25 14.674 2138 2140 2142 rVB 994 739 1.56% 0.194%
26 14.692 2142 2143 2148 rBV2 830 1110 2.34% 0.291%
27 14.768 2153 2156 2158 rBV2 719 1112 2.34% 0.291%
28 14.798 2160 2161 2163 rVB 1119 779 1.64% 0.204%
29 14.815 2163 2164 2167 rVB2 1057 934 1.97% 0.245%
30 14.851 2167 2170 2172 rBV3 1722 2205 4.65% 0.578%
31 14.886 2174 2176 2178 rBvV2 1123 900 1.90% 0.236%
32 14.933 2182 2184 2187 rVV2 1258 1040 2.19% 0.273%
33 14.992 2190 2194 2195 rVB2 789 811 1.71% 0.213%
34 15.074 2205 2208 2213 rVB3 761 1245 2.62% 0.326%
35 15.115 2213 2215 2217 rBV 862 733  1.55% 0.192%
36 15.157 2219 2222 2223 rBV 876 949 2.00% 0.249%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124756.D

Acqg On : 24 Jul 2021 19:50 Instrument :
Operator : JU/CG BNA_F

Sample : M3117-06 5X ClientSampleld :
Misc : NJ-CLEAN-6

ALS Vvial : 21  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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.233 2231 2235 2238 rBV3 1253 1826 3.85% 0.478%
38 15.262 2238 2240 2242 rW2 1059 1035 2.18% ©0.271%
39 15.280 2242 2243 2247 rVWJ2 1230 872 1.84% 0.228%
40 15.321 2247 2250 2252 rVB2 1151 1269 2.68% ©.333%
41 15.421 2264 2267 2269 rBV 690 724  1.53% 0.190%
42 15.468 2271 2275 2278 rBV2 1292 1291 2.72% 0.338%
43 15.509 2278 2282 2285 rBV2 18730 19248 40.58% 5.044%
44 15.545 2285 2288 2290 rVv2 1723 1639 3.46%  ©0.429%
45 15.562 2290 2291 2293 rW 749 655 1.38% ©0.172%
46 15.586 2293 2295 2297 rVB2 1408 1280 2.70% ©.335%
47 15.668 2306 2309 2310 rVB2 1243 911 1.92% ©.239%
48 15.692 2310 2313 2314 rBV 1073 1030 2.17% ©.270%
49 15.715 2316 2317 2319 rBvV 1233 1171 2.47% 0.307%
50 15.745 2319 2322 2323 rVB 1200 844 1.78% 0.221%
51 15.927 2349 2353 2358 rVB4 1084 1598 3.37% 0.419%
52 15.974 2358 2361 2364 rVB3 833 1078 2.27% 0.282%
53 16.098 2379 2382 2383 rVB 741 701 1.48% 0.184%
54 16.109 2383 2384 2386 rBV2 835 630 1.33% 0.165%
55 16.204 2397 2400 2401 rBV 1262 1036 2.18% ©0.271%
56 16.286 2412 2414 2415 rBV2 747 666 1.40% 0.175%
57 16.298 2415 2416 2419 rVB 933 759 1.60% ©.199%
58 16.362 2424 2427 2429 rVB 703 618 1.30% 0.162%
59 16.398 2432 2433 2435 rBV2 990 609 1.28% 0.160%
60 16.445 2437 2441 2442 rBV2 668 610 1.29% 0.160%
61 16.462 2442 2444 2445 rBV2 720 745 1.57% ©.195%
62 16.509 2450 2452 2455 rVB2 1095 1045 2.20% 0.274%
63 16.686 2480 2482 2484 rVB2 993 855 1.80% 0.224%
64 16.739 2489 2491 2493 rBV 1009 762 1.61% ©.200%
65 16.768 2493 2496 2497 rVB 978 753 1.59% ©.197%
66 16.874 2511 2514 2515 rBV2 787 861 1.82% 0.226%
67 16.945 2523 2526 2528 rBV2 1187 1077 2.27%  ©.282%
68 17.051 2543 2544 2547 rVB2 1217 899 1.90% ©0.236%
69 17.074 2547 2548 2550 rBV2 1042 893 1.88% 0.234%
70 17.139 2555 2559 2561 rVB3 840 1303 2.75% ©.341%
71 17.303 2584 2587 2588 rBV 814 803 1.69% ©.210%
72 17.392 2599 2602 2605 rBV3 860 1172 2.47% 0.307%
73 17.498 2619 2620 2623 rVB2 1133 754 1.59% 0.198%
74 17.580 2630 2634 2636 rVB2 832 924 1.95% 0.242%
75 17.598 2636 2637 2641 rBV2 780 831 1.75% ©.218%
76 17.633 2641 2643 2647 rVB2 633 882 1.86% ©0.231%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124756.D

Acqg On : 24 Jul 2021 19:50
Operator : JU/CG

Sample : M3117-06 5X

Misc :

ALS Vvial : 21  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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_ F\METHODS\8270-BF072221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 17.674 2647 2650 2652 rBV2 572 733 1.55% 0.192%
78 17.703 2652 2655 2656 rBvV2 579 684 1.44% 0.179%
79 17.745 2659 2662 2664 rBV 1128 1228 2.59% 0.322%
80 17.803 2671 2672 2676 rVB3 644 653 1.38% 0.171%
81 17.886 2685 2686 2690 rBV2 769 839 1.77% 0.220%
82 17.915 2690 2691 2694 rBV2 567 670 1.41% 0.176%
83 18.050 2713 2714 2718 rBV2 669 970 2.04% 0.254%
84 18.103 2721 2723 2726 rBvV2 938 774 1.63% 0.203%
85 18.186 2735 2737 2739 rVB 953 848 1.79% 0.222%
86 18.280 2752 2753 2756 rVB 956 638 1.34% 0.167%
87 18.309 2756 2758 2759 rBV 1120 723 1.52% 0.189%
88 18.433 2777 2779 2780 rVB2 1333 791 1.67% 0.207%
89 18.456 2780 2783 2785 rBV 1003 1240 2.61% 0.325%
990 18.609 2806 2809 2811 rVB2 967 751 1.58% 0.197%
91 18.639 2813 2814 2818 rVvV2 988 917 1.93% 0.240%
92 18.797 2839 2841 2842 rBV 695 664 1.40% 0.174%
93 18.874 2852 2854 2855 rVB2 1150 688 1.45% 0.180%
94 18.897 2855 2858 2859 rBV 1412 1371 2.89% 0.359%

Sum of corrected areas: 381633
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Jul 2021 19:50
: M3117-06 5X

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
BF124756.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124756.D

Acq On : 24 Jul 2021 19:50
Operator : JU/CG

Sample ¢ M3117-06 5X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknownl4.851 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.851 2.29 ng 2205 Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxazole 69 C3H3NO 000288-42-6 4
2 Isoxazole 69 C3H3NO 000288-14-2 4

3 1H-1,2,3-Triazole 69 C2H3N3 000288-36-8 2

4 1H-1,2,4-Triazole 69 C2H3N3 000288-88-0 2

5 2-Propynenitrile, 3-fluoro- 69 C3FN 032038-83-8 2

Abundance Scan 2170 (14.851 min): BF124756.D\data.ms (-2167) (-1 m/z 69.10 100.00%

g
41.0 55.0 69.1 83.0
5000
14.50 15.00
O T T T T T T T T T T T m/z 41.00 85.44%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #544: Oxazole
69.0
41.0
5000
14.50 15.00
m/z 83.00 83.25%
14.0 29.0 ‘
O\\\‘N!\\‘\\‘“!‘\\\H\\\\5‘1;0\\\‘\\\\i\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #547: Isoxazole
40.0 69.0
14.50 15.00
5000 20.0 ITI/Z 55.00 78.88%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124756.D

Acqg On : 24 Jul 2021 19:50
Operator : JU/CG

Sample : M3117-06 5X

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

unknown14.851 14.851 2.3 ng 2205 6 15.509 19248 20.0
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