LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124754.D

Acqg On : 24 Jul 2021 18:45 Instrument :
Operator : JU/CG BNA_F

Sample : M3117-03 2X ClientSampleld :
Misc : NJ-CLEAN-3

ALS Vvial : 19 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: BF124754.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 5 8 11 rBB 4607 4643 7.05% 0.761%
2 5.075 506 508 511 rBB 1667 1588 2.41% 0.260%
3 5.481 573 577 580 rBB 68434 59467 90.32% 9.753%
4 6.493 745 749 752 rBB 70968 60208 91.45% 9.875%
5 6.869 811 813 816 rBB 48599 40286 61.19% 6.607%
6 7.428 905 908 911 rBB 44024 38582 58.60% 6.328%
7 8.051 1012 1014 1018 rBB 20441 14874 22.59%  2.439%
8 8.157 1028 1032 1035 rBB 64586 49631 75.38% 8.140%
9 9.228 1211 1214 1217 rBV 94620 65839 100.00% 10.798%
10 9.628 1278 1282 1284 rBB 2515 2448 3.72% 0.401%
11  9.910 1327 1330 1333 rBB 61343 44355 67.37%  7.275%
12 10.692 1461 1463 1466 rBB 35193 24718 37.54% 4.054%
13 11.398 1579 1583 1586 rBB 40739 35191 53.45% 5.772%
14 11.916 1669 1671 1672 rBB 2874 2001 3.04% 0.328%
15 12.980 1848 1852 1855 rBB 55057 42890 65.14% 7.034%
16 13.886 2003 2006 2017 rBB3 3479 7945 12.07% 1.303%
17 13.974 2019 2021 2023 rBV 1109 1103 1.68% 0.181%
18 14.033 2028 2031 2034 rBV 33827 29043 44.11% 4.763%
19 14.127 2043 2047 2048 rBV 1103 1225 1.86% 0.201%
20 14.192 2055 2058 2063 rBV 1996 3243 4.93% 0.532%
21 14.292 2073 2075 2079 rVB2 687 930 1.41% 0.153%
22 14.339 2079 2083 2086 rVB2 921 1129 1.71% 0.185%
23 14.433 2094 2099 2100 rBv4 780 1026 1.56% 0.168%
24 14.498 2108 2110 2113 rVB2 2386 2118 3.22% 0.347%
25 14.727 2148 2149 2153 rBV3 1283 1320 2.00% 0.216%
26 14.804 2160 2162 2167 rBV2 2468 3152 4.79% 0.517%
27 14.886 2173 2176 2179 rBV 1234 1478  2.24%  0.242%
28 15.021 2196 2199 2202 rBV2 1271 1058 1.61% 0.174%
29 15.074 2205 2208 2211 rBV2 1185 1102 1.67% 0.181%
30 15.151 2215 2221 2224 rVB3 2879 3450 5.24% 0.566%
31 15.186 2224 2227 2229 rBvV2 1329 1282 1.95% 0.210%
32 15.357 2255 2256 2261 rVB 1025 1275 1.94% 0.209%
33 15.510 2277 2282 2285 rBV 18137 20824 31.63% 3.415%
34 15.604 2297 2298 2303 rVB 1316 1417 2.15% ©.232%
35 15.651 2303 2306 2308 rBvV2 1312 1565 2.38% 0.257%
36 15.751 2322 2323 2325 rVB2 1365 950 1.44% 0.156%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124754.D

Acqg On : 24 Jul 2021 18:45
Operator : JU/CG

Sample : M3117-03 2X

Misc :

ALS Vvial : 19 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 15.780 2325 2328 2329 rBV 1048 1054 1.60% 0.173%
38 15.792 2329 2330 2334 rW 1012 1106 1.68% 0.181%
39 15.968 2358 2360 2361 rBV 2318 1484 2.25% 0.243%
40 15.980 2361 2362 2364 rVv2 2321 1517 2.30% 0.249%
41 16.033 2368 2371 2372 rVB2 1526 1139 1.73% 0.187%
42 16.068 2375 2377 2380 rBV3 834 966 1.47% 0.158%
43 16.245 2405 2407 2410 rVB2 1096 1073 1.63% 0.176%
44 16.492 2444 2449 2451 rBV2 2195 2832 4.30% 0.464%
45 16.533 2453 2456 2459 rBV2 1797 2190 3.33% 0.359%
46 16.627 2469 2472 2476 rBv2 998 1866 2.83% 0.306%
47 16.668 2476 2479 2481 rVB3 1383 1559 2.37% 0.256%
48 16.968 2527 2530 2531 rVB2 1489 1379 2.09% 0.226%
49 16.980 2531 2532 2534 rBV2 1439 928 1.41% 0.152%
50 17.086 2546 2550 2554 rBV2 1682 2622 3.98% 0.430%
51 17.257 2578 2579 2582 rVVv2 1255 997 1.51% 0.164%
52 17.315 2585 2589 2590 rVB3 1382 1317 2.00% 0.216%
53 17.568 2630 2632 2635 rBV2 757 965 1.47% 0.158%
54 17.668 2646 2649 2650 rBvV2 1375 1577 2.40% 0.259%
55 17.786 2666 2669 2671 rBV 1358 964 1.46% 0.158%
56 17.868 2682 2683 2687 rVB3 894 995 1.51% 0.163%
57 18.027 2705 2710 2713 rVB2 961 1770 2.69% 0.290%
58 18.215 2737 2742 2743 rVB3 1089 1102 1.67% 0.181%
59 18.415 2775 2776 2782 rVB2 917 1206 1.83% 0.198%
60 18.539 2793 2797 2800 rBV2 1150 1763 2.68% 0.289%
61 18.633 2809 2813 2814 rBV 1080 992 1.51% 0.163%
62 18.874 2852 2854 2858 rVB 894 1011 1.54% 0.166%
Sum of corrected areas: 609730
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
BF124754.D

: 24 Jul 2021 18:45

Ju/CaG

: M3117-03 2X

: 19 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

Abundance

80000

60000

40000

20000

0

TIC: BF124754.D\data.ms

5.481

134 5.075

6.493

6.869

7.428

Time-->
Abundance

80000

60000

40000

20000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF124754.D\data.ms
9.228

8.157 9.910

11.398
10.692

8.05]

12.980

11.916

0
Time-->
Abundance

80000

60000

40000

20000

9.628
T ‘ T T ‘ T T ‘ T T ‘ \/\ T
9.50

e — — T
10.00 10.50 11.00 11.50
TIC: BF124754.D\data.ms

14.033

15.510

12.00 12.50 13.00

74

Time-->

8270-BF072221

! T
13.50 14.00 15.00 15.50 16.00

.M Mon Jul 26 11:35:36 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124754.D

Acq On : 24 Jul 2021 18:45
Operator : JU/CG

Sample : M3117-03 2X

Misc :

ALS vial : 19 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

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 unknown2.134 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.134 2.31 ng 4643 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutylamine 73 C4H11N 000078-81-9 4
2 1-Pentanamine 87 C5H13N 000110-58-7 3
3 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 3
4 1-Butanamine 73 C4H11N 000109-73-9 3
5 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 2
Abundance Scan 8 (2.134 min): BF124754.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
43.1
5000 550
87-0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
2.202.302.402.50
-t m/z 43.10 61.03%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #861: Isobutylamine
30.0
5000 L B R B R
2.202.302.402.50
m/z 55.00 39.99%
73.0
o | ®0 s
\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2138: 1-Pentanamine
30.0
R RAAEERERZS LS
2.202.302.402.50
5000 m/z 87.00 24.19%
Ol i 560690 790870
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2155: 1-Butanamine, 3-methyl- R RAERE R
30.0 2.202.302.402.50
m/z 41.00 20.72%
5000
18‘.0 41.0 550 70.0 87.0
e L o e a2 o b
m/z--> 10 20 30 40 50 60 70 80 90 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124754.D

Acq On : 24 Jul 2021 18:45
Operator : JU/CG

Sample : M3117-03 2X

Misc :

ALS vial : 19 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

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 unknown8.051 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.051 5.99 ng 14874  Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 40
2 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 38
3 o-tert-Butylhydroxylamine 89 C4H11NO 1000322-43-1 9
4 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 9
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 9

Abundance Scan 1014 (8.051 min): BF124754.D\data.ms (-1012) (-) m/z 57.10 100.00%

57.1
5000 41.1
751 L B I I LN B
‘ ‘ ‘ 89.1 7.80 8.00 8.20 8.40
0 b e e e M/z 45.100 99.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
5000 L B I I LN B
41.0 7.80 8.00 8.20 8.40
75.0 m/z 41.10 46.86%
27)0
O H‘H‘\\“\\\‘H‘H\\“MH‘H‘!1“\\\\“\‘\\\‘\\\\‘\\]_\0\‘0\9\‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #25442: Propanoic acid, 2-hydroxy-, 2-methylpropyl ester
45.0
R RaEEEEE
7.80 8.00 8.20 8.40
5000 m/z 75.10 18.41%
29.0
0 L 590 T80 a1 1310
e P e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2482 o-tert-Butylhydroxylamine R
29.0 57.0 7.80 8.00 8.20 8.40
m/z 56.00 18.34%
5000
15.0 48.0 74.0
‘\ \“HM ‘m‘\ 1y 89\0
Ob vyt bbb e e e e B e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124754.D

Acq On : 24 Jul 2021 18:45
Operator : JU/CG

Sample : M3117-03 2X

Misc :

ALS vial : 19 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

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 unknownl3.886 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.886 5.47 ng 7945  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 9
2 Aziridine, 1-(1-propenyl)-, (E)- 83 C5HON 080839-91-4 7
3 Azetidine, 1-methyl- 71 C4HON 004923-79-9 5
4 Azetidine, 2-methyl- 71 C4HON 019812-49-8 5
5 Pyridine, 2,3,4,5-tetrahydro- 83 C5HON 000505-18-0 4
Abundance Scan 2006 (13.886 min): BF124754.D\data.ms (-2003) (- m/z 43.00 100.00%
43.0 57.1
71.1
831 971
5000
13.50 14.00
o e e e m/z 57.10 89.75%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2059: Butane, 2,2-dimethyl-
57.0
43.0 710 h M m
5000 T T T T T T
13.50 14.00
290 m/z 55.10  80.00%
O\\‘\1\5\-0\‘\\\‘\“\\\\‘il}\\“\‘\‘\}‘\\\\}1\\\‘\\\.\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1487: Aziridine, 1-(1-propenyl)-, (E)-
41.0 585.0 83.0
28.0 '
13.50 14.00
5000 m/z 71.10 78.51%
‘ 68.0
0 H‘H“_“1“N}m“MMLW“M‘H“Ml‘W“H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #700: Azetidine, 1-methyl- — —
28.0 13.50 14.00
m/z 41.00 61.98%
42.0
5000
56.0 71.0
0“‘H“_‘JMLH‘MWM‘_wm“u‘lm“_‘u“u“u‘
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\BF072421\
Data File : BF124754.D

Acq On : 24 Jul 2021 18:45
Operator : JU/CG

Sample : M3117-03 2X

Misc :

ALS vial : 19 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

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 unknownl14.192 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.192 2.23 ng 3243  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 3
2 1-Bromo-3,3-dimethylbutane 164 C6H13Br 001647-23-0 2
3 Methane, isocyanato- 57 C2H3NO 000624-83-9 1
4 Carbamic acid, (trifluoromethyl)... 185 CE6H10F3NO2 063689-57-6 1
5 Azetidine 57 C3H7N 000503-29-7 1
Abundance Scan 2058 (14.192 min): BF124754.D\data.ms (-2055) (- m/z 57.10 100.00%
57
5000 M
HIE Hh
14.00 14.50
rtt—t——r— m/z 55.00 74.00%
miz-> 20 40 60 80 100 120 140
Abundance #215: Acetonitrile, hydroxy-
28.0
5000 56.0
14.00 14.50
m/z 41.10 58.79%
O\\\\‘\‘Hm\\H‘\\\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #39999: 1-Bromo-3,3-dimethylbutane
57.0
14.00 14.50
5000 m/z 69.00 44 .46%
27.0
0 L ‘M ‘ I \\‘\ L 850 107.0 15\\10
et
miz--> 20 40 60 80 100 120 140
Abundance #211: Methane, isocyanato-
57.0 14.00 14.50
m/z 43.00 17.28%
5000 28.0
0l e e e e
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124754.D

Acq On : 24 Jul 2021 18:45
Operator : JU/CG

Sample : M3117-03 2X

Misc :

ALS vial : 19 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

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 unknownl4.804 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.804 3.03 ng 3152  Perylene-di12 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal, 3,3-dimethyl-2-oxo-, he... 114 C6H1002 077572-68-0 9
2 trans-Crotonamide 85 C4H7NO 000625-37-6 7
3 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 7
4 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 5
5 Methacrylamide 85 C4H7NO 000079-39-0 4
Abundance Scan 2162 (14.804 min): BF124754.D\data.ms (-2160) (- m/z 57.00 100.00%
57.0
41.0
83.1
5000
— T
14.50 15.00
0"w‘H‘_‘H,H‘w‘H‘_ﬂu‘u‘w‘u‘wu‘_‘u‘u‘w‘u‘_ m/z 41.00 76.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance  #8281: Butanal, 3,3-dimethyl-2-oxo-, hemihydrate
29.0 57.0
85.0
5000
14.50 15.00
30 m/z 83.10 66.79%
O \H‘HH‘\H\’\\\1}“\\\‘\\‘\\‘\\\‘1‘\H\‘\\}\‘\\H‘H\:\L‘l\s\-\(\)‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1741: trans-Crotonamide
41.0
85.0 L
69.0 14.50 15.00
5000 m/z 85.10 61.47%
27.0 ‘
o280 L seo Lo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1788: 1H-Tetrazol-5-amine ‘ T
28.0 14.50 15.00
m/z 69.00 60.55%
57.0
5000 85.0
42.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124754.D

Acq On : 24 Jul 2021 18:45
Operator : JU/CG

Sample : M3117-03 2X

Misc :

ALS vial : 19 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

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 unknownl15.151 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.151 3.31 ng 3450  Perylene-d12 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4
2 Cyclobutanone, oxime 85 C4H7NO 002972-05-6 4
3 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
4 2-Propenamide 71 C3H5NO 000079-06-1 4
5 Octane, 4-methyl- 128 C9H20 002216-34-4 4
Abundance Scan 2221 (15.151 min): BF124754.D\data.ms (-2215) (- m/z 57.00 100.00%
57.0 71.0
41.0
85.2
5000
1 —
15.00 15.50
Ot e e e m/z 71.00 86.43%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1788: 1H-Tetrazol-5-amine
28.0
57.0
5000
85.0 15.00 15.50
42.0 m/z 41.00 70.36%
O\\\‘].g;c\)\‘\\}‘M\\\\“\M\\\‘\\\\‘\\\6\9i0\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80
Abundance #1747 Cyclobutanone, oxime
57.0
85.0
15.00 15.50
5000 28.0 41.0 m/z 85.20 62.71%
Dol o0
0ttt bl
miz--> 10 20 30 40 50 60 70 80
Abundance #1789: 5H-Tetrazol-5-amine T i
57.0 15.00 15.50
m/z 43.05 61.93%
42.0
N R - I — —
m/z--> 10 20 30 40 50 60 70O 80 90 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72421\
Data File : BF124754.D

Acq On : 24 Jul 2021 18:45

Operator : JU/CG

Sample : M3117-03 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 7 unknownl6.492 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.492 2.72 ng 2832  Perylene-di12 15.510
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 1,3-Benzodioxol-2-one, hexahydro... 142 C7H1003 020192-66-9 2
4 4-Aminopyrimidine 95 C4H5N3 000591-54-8 2
5 Hexanal, 5,5-dimethyl- 128 C8H160 ©55320-58-6 2

Abundance Scan 2449 (16.492 min): BF124754.D\data.ms (-2444) (-, m/z 41.00 100.00%
4

1.0 5.2
55.0 69.0
5000
16.50
Ol e e e e m/z 95.20 90.20%
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
16.50
m/z 55.00 85.52%
O”
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #2988: 3-Pyridinol
95.0
16.50
5000 ITI/Z 69.00 80.85%
39.0 67.0
0 HH SQTO \‘ 79.0 |
-ttt
m/z--> 20 30 40 50 60 70 80 90 100
Abundance  #22475: 1,3-Benzodioxol-2-one, hexahydro-, trans- L
41.0 69.0 16.50
m/z 43.00 66.15%
57.0
5000
27.0
bt il Ll 800 97.0 -
m/z--> 20 30 40 50 60 70 80 90 100 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124754.D

Acq On : 24 Jul 2021 18:45
Operator : JU/CG

Sample : M3117-03 2X

Misc :

ALS vial : 19 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

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 unknownl6.533 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.533 2.10 ng 2190 Perylene-di12 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile, 2,2'-iminobis- 95 C4H5N3 000628-87-5 4

2 Acetamide, N-2-propynyl- 97 C5H7NO 065881-41-6 3

3 2-Pyrimidinamine 95 C4H5N3 000109-12-6 2
4 5-Aminopyrimidine 95 C4H5N3 000591-55-9 2

5 2(1H)-Pyridinone 95 C5H5NO 000142-08-5 2

Abundance Scan 2456 (16.533 min): BF124754.D\data.ms (-2453) (- m/z 69.10 100.00%

57.0 69.1 95.0
5000

16.50
O T T T e e m/z 95.00 93.89%
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
16.50
‘ m/z 57.00 93.64%
O\\‘\\‘!\‘i\\\!‘\‘\\\‘{‘\‘\\‘\\l\i\\\\‘\\\\’\\{\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3334: Acetamide, N-2-propynyl-
55.0
L T
43.0 16.50
5000 ITI/Z 97.00 93.40%
28.0
ool %0 a0 970
Ottt
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #2971: 2-Pyrimidinamine i
95.0 16.50
m/z 55.00 85.82%
42.0
5000 68.0
26.0
‘ ‘ 52.0
ottt e e e
m/z--> 20 30 40 50 60 70 80 90 100 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124754.D

Acq On : 24 Jul 2021 18:45
Operator : JU/CG

Sample : M3117-03 2X

Misc :

ALS vial : 19 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

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 unknownl7.086 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

17.086 2.52 ng 2622  Perylene-di12 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxazole 69 C3H3NO 000288-42-6 4
2 1,3-Benzodioxol-2-one, hexahydro... 142 C7H1003 020192-66-9 2

3 Isoxazole 69 C3H3NO 000288-14-2 2
4 2-Propenamide 71 C3H5NO 000079-06-1 2

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

Abundance Scan 2550 (17.086 min): BF124754.D\data.ms (-2546) (- m/z 55.10 100.00%

41.0 55.1 69.1
5000
— 5 ‘
17.00
o7t m/z 69.10 88.92%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #544: Oxazole
69.0
41.0
5000 -
17.00
m/z 71.10 87.63%
14.0 29.0 ‘
O\\\‘H!\\‘\\‘“!‘\\\H‘\\\\‘\.\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance  #22475: 1,3-Benzodioxol-2-one, hexahydro-, trans-
41.0 69.0
T \
570 17.00
5000 ' m/Z 41.00 83.76%
27.0
Obrrr et el 800 7.0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #547: Isoxazole
40.0 69.0 17.00
m/z 57.00 54.38%
5000 29.0
Ly \H‘ 510
o e e —
m/z--> 10 20 30 40 50 60 70 80 90 100 17.00

8270-BF072221.M Mon Jul 26 11:35:42 2021 Page: 12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124754.D

Acqg On : 24 Jul 2021 18:45
Operator : JU/CG

Sample : M3117-03 2X

Misc :

ALS Vvial : 19 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|
unknown2.134 2.134 2.3 ng 4643 1 6.875 40286 20.0
unknown8.051 8.051 6.0 ng 14874 2 8.157 49631 20.0
unknown13.886 13.886 5.5 ng 7945 5 14.033 29043 20.0
unknown14.192 14.192 2.2 ng 3243 5 14.033 29043 20.0
unknownl4.804 14.804 3.0 ng 3152 6 15.510 20824 20.0
unknown15.151 15.151 3.3 ng 3450 6 15.510 20824 20.0
unknown16.492 16.492 2.7 ng 2832 6 15.510 20824 20.0
unknownl16.533 16.533 2.1 ng 2190 6 15.510 20824 20.0
unknownl7.086 17.086 2.5 ng 2622 6 15.510 20824 20.0
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