LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acq On : 10 Aug 2021  2:59 Instrument :
Operator : JU/CG BNA_F

Sample : M3314-01 2X ClientSampleld :
Misc : 72-11931

ALS Vvial : 20 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125023.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.022 497 499 502 rBB 2149 1712 4.13% 0.302%
2 5.434 566 569 573 rBB 46472 41459 100.00% 7.302%
3 6.451 739 742 747 rBB 47859 41461 100.00% 7.302%
4 6.822 802 805 808 rBB 38438 29361 70.82% 5.171%
5 7.381 897 900 903 rBB 34707 25494 61.49%  4.490%
6 8.004 1004 1006 1008 rBB 2035 1515 3.65% 0.267%
7 8.104 1020 1023 1026 rBB 45504 34078 82.19% 6.002%
8 9.175 1202 1205 1208 rBV 55538 40622 97.98%  7.154%
9 9.857 1318 1321 1324 rBB 44721 32409 78.17% 5.708%
10 10.645 1452 1455 1457 rBB 25755 18259 44.04% 3.216%
11 11.345 1571 1574 1576 rBV 37793 31914 76.97% 5.621%
12 11.363 1576 1577 1580 rVB 2570 1760 4.24% 0.310%
13 11.863 1660 1662 1666 rBB 4007 3006 7.25% 0.529%
14 12.557 1777 1780 1783 rBB 11275 9362 22.58% 1.649%
15 12.780 1814 1818 1821 rBB 10558 9812 23.67% 1.728%
16 12.921 1839 1842 1845 rBB 55310 41442 99.95% 7.299%
17 13.110 1871 1874 1877 rVB 1787 1896 4.57% ©.334%
18 13.180 1884 1886 1889 rBB 1382 1003  2.42% 0.177%
19 13.416 1924 1926 1930 rVB 735 974 2.35% 0.172%
20 13.492 1934 1939 1941 rW 707 1089 2.63% 0.192%
21 13.598 1955 1957 1959 rBV 983 997 2.40% 0.176%
22 13.616 1959 1960 1963 rVB 1885 1424 3.43% 0.251%
23 13.821 1990 1995 1999 rVB3 3960 5561 13.41% 0.979%
24 13.868 1999 2003 2005 rBV2 981 1197 2.89% 0.211%
25 13.933 2009 2014 2015 rVB2 1788 1638 3.95% 0.288%
26 13.980 2018 2022 2025 rBV2 33367 30679 73.99% 5.403%
27 14.010 2025 2027 2030 rVV 3989 3238 7.81% 0.570%
28 14.068 2034 2037 2038 rBV2 1801 1263 3.05% ©.222%
29 14.139 2046 2049 2050 rBV 1294 1317 3.18% 0.232%
30 14.198 2056 2059 2061 rBV2 1252 1109 2.67% 0.195%
31 14.239 2063 2066 2069 rBv2 1165 1653 3.99% 0.291%
32 14.263 2069 2070 2074 rVB2 1134 1272 3.07% 0.224%
33 14.310 2076 2078 2079 rBV 1475 1118 2.70% 0.197%
34 14.439 2097 2100 2103 rBvV3 2975 4591 11.07%  ©.809%
35 14.468 2103 2105 2107 rvv2 2279 2403 5.80% 0.423%
36 14.492 2107 2109 2111 rVV2 2506 2341 5.65% 0.412%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acq On : 10 Aug 2021  2:59 Instrument :
Operator : JU/CG BNA_F

Sample : M3314-01 2X ClientSampleld :
Misc : 72-11931

ALS Vvial : 20 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.521 2111 2114 2115 rW2 1699 2003 4.83% ©.353%
38 14.545 2117 2118 2119 rW 2721 1331 3.21% ©.234%
39 14.580 2119 2124 2125 rVWV3 1930 3038 7.33% 0.535%
40 14.621 2127 2131 2132 rVW3 1727 2414 5.82% 0.425%
41 14.674 2136 2140 2142 rVV4 1834 2303 5.55%  ©.406%
42 14.704 2144 2145 2148 rVV2 1904 1311 3.16% 0.231%
43 14.757 2150 2154 2156 rwv2 1567 2125 5.13% 0.374%
44 14.792 2158 2160 2162 rVB2 1242 1118 2.70% ©.197%
45 14.815 2162 2164 2167 rBV3 1158 1428 3.44%  ©.251%
46 14.845 2167 2169 2171 rVWV3 968 1124 2.71% ©.198%
47 14.998 2189 2195 2196 rBV5 2390 3785 9.13% 0.667%
48 15.015 2196 2198 2201 rVB2 4731 4896 11.81% ©0.862%
49 15.210 2227 2231 2232 rVV3 1932 1736 4.17% 0.305%
50 15.286 2242 2244 2246 rVV2 1978 1765 4.26% 0.311%
51 15.315 2246 2249 2251 rWw2 3548 3272 7.89% 0.576%
52 15.351 2253 2255 2256 rBV 1855 1105 2.67% 0.195%
53 15.374 2256 2259 2263 rVv2 6071 6490 15.65% 1.143%
54 15.439 2266 2270 2276 rVB2 16509 20628 49.75%  3.633%
55 15.645 2302 2305 2306 rBV3 2121 2422 5.84%  ©.427%
56 15.657 2306 2307 2309 rVvv2 2296 1920 4.63% 0.338%
57 15.686 2309 2312 2314 rW3 1676 2177 5.25% ©.383%
58 15.745 2318 2322 2329 rW5 1597 4204 10.14% 0.740%
59 15.874 2341 2344 2346 rBV3 1173 1178 2.84% 0.207%
60 15.927 2351 2353 2355 rBV2 1851 1598 3.85% ©0.281%
61 16.004 2364 2366 2368 rBV 1093 1102 2.66% ©.194%
62 16.098 2379 2382 2384 rBV2 1712 2364 5.70% 0.416%
63 16.115 2384 2385 2388 rVVv2 2590 2235 5.39% 0.394%
64 16.145 2388 2390 2395 rVV5 1360 1918 4.63% ©.338%
65 16.210 2400 2401 2404 rVV3 1848 1425 3.44%  ©.251%
66 16.268 2407 2411 2413 rBV3 1493 1921 4.63% ©.338%
67 16.304 2415 2417 2420 rVV2 1280 1664 4.01% 0.293%
68 16.333 2420 2422 2425 rW4 1187 1458 3.52% ©.257%
69 16.374 2425 2429 2433 rVW4 1500 2728 6.58% 0.480%
70 16.415 2433 2436 2439 rVB4 1564 1889 4.56% ©.333%
71 16.527 2452 2455 2456 rBV 952 1164 2.81% 0.205%
72 16.545 2456 2458 2461 rVV3 2015 2063 4.98% 0.363%
73 16.745 2489 2492 2493 rVB 1327 1084 2.61% 0.191%
74 16.768 2493 2496 2498 rBV2 1253 1273 3.07% ©0.224%
75 16.792 2498 2500 2503 rVVv2 1496 1591 3.84% ©.280%
76 16.821 2503 2505 2506 rVV 1557 1078 2.60% ©.190%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acqg On : 10 Aug 2021 2:59
Operator : JU/CG

Sample : M3314-01 2X

Misc :

ALS Vvial : 20 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 16.874 2513 2514 2516 rVvVv2 1404 1154 2.78% 0.203%
78 16.904 2518 2519 2523 rVB3 1558 1673 4.04% 0.295%
79 16.951 2525 2527 2532 rVB3 1413 1583 3.82% 0.279%
80 17.080 2546 2549 2552 rBvV4 1899 2601 6.27% 0.458%
81 17.121 2552 2556 2558 rvv4 1196 1548 3.73% 0.273%
82 17.174 2561 2565 2566 rBV 1039 1179 2.84% 0.208%
83 17.209 2569 2571 2575 rVB3 1461 2054 4.95% 0.362%
84 17.239 2575 2576 2578 rBV2 1797 1031 2.49% 0.182%
85 17.256 2578 2579 2581 rBV2 1927 1124 2.71% 0.198%
86 17.539 2625 2627 2628 rBV 1354 1012 2.44% 0.178%
87 17.574 2631 2633 2637 rVB3 1434 1403 3.38% 0.247%
88 17.704 2652 2655 2657 rBV3 1138 1288 3.11% 0.227%
89 17.756 2662 2664 2666 rVB2 1258 1010 2.44% 0.178%
99 17.798 2666 2671 2672 rBV3 1752 1934 4.66% 0.341%
91 17.904 2687 2689 2690 rVB2 1685 1104 2.66% 0.194%
92 18.151 2728 2731 2735 rvv3 1014 1411 3.40% 0.249%
93 18.256 2747 2749 2754 rVB3 1973 2844 6.86% 0.501%
94 18.303 2754 2757 2759 rVB2 1084 1228 2.96% 0.216%
95 18.327 2759 2761 2764 rBV2 1638 1989 4.80% 0.350%
96 18.427 2775 2778 2781 rBV3 982 1110 2.68% 0.195%
97 18.598 2804 2807 2809 rVB2 1058 975 2.35% 0.172%
98 18.792 2837 2840 2842 rVV3 1061 1254 3.02% 0.221%
99 18.821 2842 2845 2848 rVB2 1107 1269 3.06% 0.223%
100 18.933 2861 2864 2866 rBV2 1185 1277 3.08% 0.225%
Sum of corrected areas: 567806
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\

BF125023.D
: 10 Aug 2021 2:59
Ju/CG
: M3314-01 2X
: 20 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

TIC: BF125023.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acqg On : 10 Aug 2021 2:59

Operator : JU/CG

Sample : M3314-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknownl3.821 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.821 3.63 ng 5561 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Azabicyclo[3.1.0]hexane 83 C5HSN 000285-76-7 5
2 Pyridine, 2,3,4,5-tetrahydro- 83 C5HON 000505-18-0 4
3 Isoxazole, 5-methyl- 83 C4H5NO 005765-44-6 4
4 1H-Pyrrole-2,5-dione 97 C4H3NO2 000541-59-3 4
5 Azetidine, 2-methyl- 71 C4HON 019812-49-8 3

Abundance Scan 1995 (13.821 min): BF125023.D\data.ms (-1990) (- m/z 55.10 100.00%
55.1
43.0 71.1 97.0
5000 83.0 nmn
L —
‘ 13.50 14.00
(0] R R R R AR R m/z 91.82%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1471: 1-Azabicyclo[3.1.0]hexane
53.0
5000 83.0
13. 50 14.00
280 420 m/z 59.52%
O\\\‘\\\\‘\\\‘!‘\\\\“!\\\‘\!1\‘\\\\‘\\\\‘!\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1480: Pyridine, 2,3,4,5-tetrahydro-
55.0
42.0 13.50 14.00
5000 83.0 m/z 55.36%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1459: Isoxazole, 5-methyl- “ T
43.0 83.0 13.50 14.00
m/z 71.10 53.22%
5000 68.0
27.0 54.0
150 | L]
O bt e A e b e - —r
m/z--> 10 20 30 40 50 60 70 80 90 100 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acqg On : 10 Aug 2021 2:59
Operator : JU/CG

Sample : M3314-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknownl14.439 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.439 2.99 ng 4591  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 9
2 3,7,11-Trimethyl-1,10-dodecadien... 240 C15H2802 1000432-46-6 4
3 3-Methyl-2-(2-oxopropyl)furan 138 C8H1002 087773-62-4 4
4 1-Tridecyn-4-o0l 196 C13H240 074646-37-0 4

5 4-t-Butyl-2-(1-methyl-2-nitroeth... 241 C13H23NO3 1000192-74-8 4

Abundance Scan 2100 (14.439 min): BF125023.D\data.ms (-2097) (- m/z 69.10 100.00%
69.1

95.1 207.0
5000
41.0
‘ 14.50
0t e e e e e m/z 83.00 96.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82901: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
41.0 69.0 0950
121.0
5000 L
163.0 14.50
1910 m/z 71.00  88.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #123731: 3,7,11-Trimethyl-1,10-dodecadiene-3,7-diol
43.0 69.0
109.0 14.50
5000 m/z 95.10 78.90%
135.0
‘ ‘ H ‘ ‘ 161.0 189.0
ol M e by
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19968: 3-Methyl-2-(2-oxopropyl)furan
57.0 14.50
m/z 109.10 75.38%
5000 95.0
| || o
2 L e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acqg On : 10 Aug 2021 2:59
Operator : JU/CG

Sample : M3314-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknownl14.757 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.757 2.06 ng 2125 Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Dodecanediol 202 C12H2602 001119-87-5 36
2 5-Caproamido-2-methyl pyrimidine 207 C11H17N30 1000213-95-8 4
3 N-(4-Hydroxyphenyl)propanamide, ... 207 C11H13NO3 1824295-97-7 4
4 Cyclopropane carboxamide, 2-cycl... 207 C13H21INO 331416-19-4 4

5 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 4

Abundance Scan 2154 (14.757 min): BF125023.D\data.ms (-2150) (1  m/z 109.00 100.00%

69.0 109.0
5000
42.9 207.0 14.50 15.00
ok b e e e e e e e Mz 69.00 89.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #77809: 1,2-Dodecanediol
69.0 97.0
43.0
5000 Il -
171.0 14.50 15.00
m/z 83.00 74.67%
- \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83676: 5-Caproamido-2-methyl pyrimidine
109.0
43.0
14.50 15.00
5000 ITI/Z 97.00 72.91%
71.0
151.0 207.0
I O O W 1 Y M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83610: N-(4-Hydroxyphenyl)propanamide, O-acetyl-
109.0 14.50 15.00
m/z 55.05 38.77%
5000
165.0
0L B0 | agsg 207.0
QUSSR X BVSMRWMSE AMBE SN A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acqg On : 10 Aug 2021 2:59
Operator : JU/CG

Sample : M3314-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl5.316 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.316 3.17 ng 3272  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1-Cyclopentenyl)ferrocene 252 C15H16Fe 012260-67-2 9
2 Benzenamine, 3,5-dimethyl-N-(4-d... 252 C17H20ON2 303769-91-7 9
3 1-Methyl-5-iodouracil 252 C5H5IN202 045774-47-8 5
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 5
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 5
Abundance Scan 2249 (15.315 min): BF125023.D\data.ms (-2246) (1  m/z 252.10 100.00%
252.1
5000
—H —H—
7]‘"0 97"1 207.0 15.00 15.50
ot e m/z 250.10  25.04%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #138145: (1-Cyclopentenyl)ferrocene
252.0
5000 o ——
15.00 15.50
m/z 253.10  23.40%
56.0 121.0 184.0
0 |~ 81.0 L 158.0 | 223.0 ‘\“
\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #138477: Benzenamine, 3,5-dimethyl-N-(4-dimethylaminc
252.0
B ——
15.00 15.50
77.0 9
5000 m/z 71.00 16.43%

178.0 207.0

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #138581: 1-Methyl-5-iodouracil
252.0 15.00 15.50
m/z 97.10 15.95%
42.0
5000
168.0
209.0
| M g20 1270
O"H"H“‘H‘w“,“"‘“"H‘mH‘H",‘m“mwm‘m‘,u‘W
m/z--> 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acqg On : 10 Aug 2021 2:59
Operator : JU/CG

Sample : M3314-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknownl5.645 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.645 2.35 ng 2422  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6-Octadienal, 3,7-dimethyl- 152 C10H160 ©55722-59-3 9
2 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 4
3 Cyclopentanecarboxylic acid, 3-e... 154 C9H1402 108451-44-1 4
4 Cyclohexanone, 2-(1-mercapto-1-m... 186 C10H180S 033281-91-3 4
5 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H1l6 069147-03-1 4
Abundance Scan 2305 (15.645 min): BF125023.D\data.ms (-2302) (- m/z 69.00 100.00%
69.0
207.0
5000 109.0
43.1 ] L —
‘ ‘ 15.50 16.00
ottt e m/z 80.90 59.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29192: 3,6-Octadienal, 3,7-dimethyl-
81.0
109.0
41.0
5000 o
15.50 16.00
m/z 207.00 54.17%
‘ 1370
0- “\“H‘\\“‘\\\‘\“\\1\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3213: 2-Hexyne, 4-methyl-
81.0
= —
41.0 15.50 16.00
5000 m/z 109.00 48.82%
15.0 ‘
0! p“kﬂhu‘M‘H“_“‘_“W“‘W“H“H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32236: Cyclopentanecarboxylic acid, 3-ethenyl-2-methyl
81.0 1090 15.50 16.00
m/z 67.00 47.56%
54.0
5000
27.0
M %360
0! P A ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acqg On : 10 Aug 2021 2:59
Operator : JU/CG

Sample : M3314-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknownl5.686 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.686 2.11 ng 2177  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octyne 110 C8H14 000629-05-0 9
2 Isoxazole, 5-methyl- 83 C4H5NO 005765-44-6 4

3 Furazan, 3-(dimethylaminomethyle... 207 C7H9N70 294667-75-7 4
4 N-(2-Methoxyphenyl)-benzene-sulp... 231 C13H13NOS 111685-76-8 2

5 Hexanal trans-2-hexenyl hexyl ac... 284 C18H3602 1000430-94-8 2

Abundance Scan 2312 (15.686 min): BF125023.D\data.ms (-2309) (- m/z 83.10 100.00%

83.1 231.1
43.0
5000

‘ 206.9 15.50 16.00
e e e ey M/ 231,100 91.94%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6655 1-Octyne
430 810
5000 — .

15.50 16.00
m/z 81.00 91.04%

ssol 1)l Lioso
\\\\‘\\\\\11‘\\\\‘\\\\’H\\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1459: Isoxazole, 5-methyl-
43.0 83.0

o

15.50 16.00
5000 m/z 43.e0  77.31%
15.0
0 S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84137: Furazan, 3-(dimethylaminomethylenamino)-4-(1, P ——
83.0 15.50 16.00
m/z 55.00 41.19%
42.0
5000
180.0
gt b 130, 3500 ZNW00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acqg On : 10 Aug 2021 2:59
Operator : JU/CG

Sample : M3314-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknownl5.745 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.745 4.08 ng 4204  Perylene-di2 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methylhept-4-en-1-yl 2-methylb... 212 C13H2402 1215128-05-4 9
2 2(1H)-Pyridinone 95 C5H5NO 000142-08-5 5
3 Ethyl 5-(furan-2-yl)-1,2-oxazole... 207 C1OHI9NO4 1000411-40-9 4
4 Chlorine dioxide 67 Cl02 010049-04-4 4
5 4-Methyl-1,3-heptadiene 110 C8H14 017603-57-5 4
Abundance Scan 2322 (15.745 min): BF125023.D\data.ms (-2318) (- m/z 66.90 100.00%
66.9 95.0
43.0
5000 207.0
15.50 16.00
Ol A e M/Z 95.00 89.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #89855: 6-Methylhept-4-en-1-yl 2-methylbutanoate mm
95.0
5000 69.0 I L
210 15.50 16.00
m/z 43.00 54.79%
O\\\\‘\‘\‘\\““\\\ ‘\“!‘\\"“\‘\\‘1‘1\”\\‘\1.\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2991 2(1H)-Pyridinone
95.0
67.0 —— ——
15.50 16.00
m/z 207.00 40.05%
5000 39.0
e LS| O R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83488: Ethyl 5-(furan-2-yl)-1,2-oxazole-3-carboxylate s e
29.0 15.50 16.00
m/z 69.05 31.45%
5000 95.0
135.0 207.0
51.0 162.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acqg On : 10 Aug 2021 2:59
Operator : JU/CG

Sample : M3314-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 4-Amino-2-methylpyrimidine Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.098 2.29 ng 2364  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Amino-2-methylpyrimidine 109 C5H7N3 000074-69-1 4
2 1H-Pyrrole-2-carboxaldehyde, 1-m... 109 C6H7NO 001192-58-1 4
3 Phenol, o-amino- 109 C6H7NO 000095-55-6 4
4 1H-Imidazole, 2-ethyl-4-methyl- 110 C6H1ON2 000931-36-2 4
5 2-Amino-4-methylpyrimidine 109 C5H7N3 000108-52-1 4
Abundance Scan 2382 (16.098 min): BF125023.D\data.ms (-2379) (- m/z 57.10 100.00%
57.1 207.0
94.9
5000
—h —
‘ 16.00 16.50
ot e e e e m/z 207.00 90.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6249: 4-Amino-2-methylpyrimidine
109.0
5000 —— :
41.0 16.00 16.50
69.0 m/z 94.90  78.38%
O’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6318: 1H-Pyrrole-2-carboxaldehyde, 1-methyl-
109.0
—
16.00 16.50
m/z 109.00  78.38%
5000 530 goo
0 H\‘H\\MH‘\HM\mh\\W\J\w\\\w\\u‘\\u‘\u\‘\u\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6265: Phenol, o-amino-
109.0 16.00 16.50
m/z 43.00 41.05%
5000
80.0
28.0 53.0 |
O bt e pre e e e e e e e —r— —
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acqg On : 10 Aug 2021 2:59
Operator : JU/CG

Sample : M3314-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknownl6.115 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.115 2.17 ng 2235 Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, dithio-, S-methyl... 204 C9H160S2 015288-13-8 9

2 Carbonic acid, dithio-, S-methyl... 204 C9H160S2 015288-12-7 9

3 Bicyclo[2.2.1]heptane-2-carboxyl... 210 C11H1404 111509-63-8 9
4 Oxazole, 4,5-dimethyl- 97 C5H7NO 020662-83-3 7

5 4H-1,2,4-Triazole, 4-ethyl- 97 C4H7N3 043183-55-7 5

Abundance Scan 2385 (16.115 min): BF125023.D\data.ms (-2384) (- m/z 97.10 100.00%
97.1

5000
41.0 16.00 16.50
Ol b b e e e e ek M/z 191,00 66.94%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #80967: Carbonic acid, dithio-, S-methyl O-(2-methylcyclc
55.0 97.0
5000 — — L
16.00 16.50

67.00  63.20%

‘ 204.0
\\i“\”\\“1‘\M\\“\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #80966: Carbonic acid, dithio-, S-methyl O-(2-methylcyclc
97.0
55.0

o

16.00 16.50
5000 55.05  62.16%
b 2O L P
miz--> 40 60 80 100 120 140 160 180 200
Abundance #86967: Bicyclo[2.2.1]heptane-2-carboxylic acid, 6-0x0-5- P ——
41.0 97.0 16.00 16.50
67.0 81.00 10.19%
5000
154.0
S A s
m/z--> 40 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acqg On : 10 Aug 2021 2:59
Operator : JU/CG

Sample : M3314-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknownl6.374 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.374 2.64 ng 2728 Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenamide 71 C3H5NO 000079-06-1 5
2 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 3
3 (Aminomethyl)cyclopropane 71 C4HSN 002516-47-4 3
4 Azetidine 57 C3H7N 000503-29-7 3
5 Oxirane, 2,2'-[1,4-butanediylbis... 202 C10H1804 002425-79-8 2
Abundance Scan 2429 (16.374 min): BF125023.D\data.ms (-2425) (. m/z 57.00 100.00%
57.0
5000
i ——
H 95.0 20‘7.1 16.00 16.50
-ttt m/z 71.106 65.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #676: 2-Propenamide
71.0
27.0
5000 o A
16.00 16.50
m/z 55.00 38.27%
O\\\\‘\‘U\\“\‘\\h\‘\\‘}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #215: Acetonitrile, hydroxy-
28.0
— ——
16.00 16.50
5000 56.0 m/z 43.10 12.64%
S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #706: (Aminomethyl)cyclopropane “ T
30.0 16.00 16.50
m/z 207.05 10.11%
5000
71.0
o“““”‘” I
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acqg On : 10 Aug 2021 2:59
Operator : JU/CG

Sample : M3314-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknownl6.545 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.545 2.00 ng 2063 Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,4-Cyclohexanedimethanol, ... 436 C14H14F1004 1010384-27-9 9
2 2H-Inden-2-one, octahydro-3a-met... 152 C10H160 020379-99-1 9
3 Iridomyrmecin 168 C10OH1602 000485-43-8 9
4 8-Thiabicyclo[4.3.0]nonane S-oxide 158 C8H140S 1010215-10-0 9
5 Ethyl 2-octynoate 168 C10H1602 010519-20-7 9
Abundance Scan 2458 (16.545 min): BF125023.D\data.ms (-2456) (1  m/z 206.90 100.00%
95.0 206.9
149.1
43.0
5000
T \
16.50
r————r— m/z 95.00 95.88%
miz--> 50 100 150 200 250 300
Abundance #320141: trans-1,4-Cyclohexanedimethanol, bis(pentaflus ﬂM)
93.0
5000 L ! L
16.50
m/z 109.10  79.90%
‘ ‘ ‘ 147.0
01\5 \q‘\ ‘ ‘H T H‘\ h‘ M H T T “ L T T ‘21\-6\.0\ T ‘ 2\7\2\0\ 3-:“7\{
m/z--> 00 150 200 250 300
Abundance #29297.2H4nden—20ne,odahydn»SawneﬂwL,nans
95.0
41.0 L
16.50
5000 152.0 m/z 123.10  79.90%
miz--> 50 100 150 200 250 300
Abundance #42975: Iridomyrmecin o
95.0 16.50
41.0 m/z 66.90  77.24%
5000
168.0
0! L R L
m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acqg On : 10 Aug 2021 2:59
Operator : JU/CG

Sample : M3314-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknownl7.080 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.080 2.52 ng 2601 Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile, 2,2'-iminobis- 95 C4H5N3 000628-87-5 4

2 3-Pyridinol 95 C5H5NO 000109-00-2 2

3 4-Aminopyrimidine 95 C4H5N3 000591-54-8 2

4 Hexanal, 5,5-dimethyl- 128 C8H160 055320-58-6 2

5 Oxazole 69 C3H3NO 000288-42-6 2

Abundance Scan 2549 (17.080 min): BF125023.D\data.ms (-2546) (1 m/z 41.10 100.00%

41.1
57.1 g9 95.1
81.1
5000
i
17.00
O b e T e e m/z 95.10 80.04%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #2981: Acetonitrile, 2,2'-iminobis-
41.0 67.0
27.0 94.0
5000
17.00
m/z 57.10 78.40%
b LT
O\\‘\\‘\\H\\\\"\\\‘{‘\‘\\’\\l\i\\\\‘\\\\‘\\{\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #2988: 3-Pyridinol
95.0
T \
17.00
5000 ITI/Z 69.10 73.66%
39.0 67.0
0 || 50.0 ] 79.0 ‘
I T O e B R R LA A e
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #2975: 4-Aminopyrimidine R
95.0 17.00
m/z 81.10 62.14%
5000 68.0
52.0
I M\m
m/z--> 20 30 70 80 90 100 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acqg On : 10 Aug 2021 2:59

Operator : JU/CG

Sample : M3314-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknownl8.256 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.256 2.76 ng 2844  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrrole, 1-methyl- 81 C5H7N 000096-54-8 2
2 1H-Pyrrole-2,5-dione 97 C4H3NO2 000541-59-3 2
3 1-Allylazetidine 97 C6H11N 1000195-02-5 2
4 2-Octynoic acid 140 C8H1202 005663-96-7 1
5 1-Hexyne, 5-methyl- 96 C7H12 002203-80-7 1

Abundance Scan 2749 (18.256 min): BF125023.D\data.ms (-2747) (- m/z 97.00 100.00%
41.0 81.0 97.0
5000
—— —
550 18.00 18.50
o e m/z 81.00 98.71%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1282: 1H-Pyrrole, 1-methyl-
81.0
5000
18.00 18.50
42,0 530 m/z 41.08  92.76%
150 270 ||| 6o
O\\\‘\\‘\\’\\}\‘\\\“1}‘\\\\}H\\\‘\\}\‘\\\1‘1\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3300: 1H-Pyrrole-2,5-dione
26.0
18.00 18.50
m/z 43.00 45.99%
5000 970 /
54.0
43.0 69.0
ok 230l
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3356: 1-Allylazetidine s —
41.0 18.00 18.50
m/z 55.05 14.21%
5000
28.0 68.0 97.0
‘ 55.0 H 82.0
0 H“H“,Hwhp“\ph‘W‘MVW“m‘u‘H‘lu‘“J:‘H“ - —
m/z--> 10 20 30 40 50 60 70 80 90 100 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080921\
Data File : BF125023.D

Acqg On : 10 Aug 2021 2:59
Operator : JU/CG

Sample : M3314-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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|
unknown13.821 13.821 3.6 ng 5561 5 13.980 30679 20.0
unknown14.439 14.439 3.0 ng 4591 5 13.980 30679 20.0
unknown14.757 14.757 2.1 ng 2125 6 15.439 20628 20.0
unknown15.316 15.316 3.2 ng 3272 6 15.439 20628 20.0
unknown15. 645 15.645 2.4 ng 2422 6 15.439 20628 20.0
unknownl5.686 15.686 2.1 ng 2177 6 15.439 20628 20.0
unknown15.745 15.745 4.1 ng 4204 6 15.439 20628 20.0
4-Amino-2-methy... 16.098 2.3 ng 2364 6 15.439 20628 20.0
unknownl16.115 16.115 2.2 ng 2235 6 15.439 20628 20.0
unknownl6.374 16.374 2.6 ng 2728 6 15.439 20628 20.0
unknown16.545 16.545 2.0 ng 2063 6 15.439 20628 20.0
unknownl7.080 17.080 2.5 ng 2601 6 15.439 20628 20.0
unknown18.256 18.256 2.8 ng 2844 6 15.439 20628 20.0
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