LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48 Instrument :
Operator : CG/JU BNA_N

Sample : M3892-06 ClientSampleld :

Misc : S-822-N-SO-1-1.5-092221

ALS Vvial : 71  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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_N\METHODS\8270-SIM-BN100121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BN@16703.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.512 44 47 57 rVB 5273 19210 1.53% 0.190%
2 4.821 185 189 196 rBV 54143 120460 9.59% 1.192%
3 5.042 210 213 220 rBV 7048 17401 1.39% 0.172%
4 5.273 234 238 254 rVB 14925 38420 3.06% ©0.380%
5 6.831 403 407 416 rVvB2 19116 47993  3.82% 0.475%
6 7.642 490 495 499 rBV 41559 82157 6.54% 0.813%
7 7.938 523 527 532 rVB 69940 123135 9.81% 1.219%
8 8.784 598 605 609 rBv 26080 56073 4.47% 0.555%
9 10.065 703 706 713 rBvV2 5376 13206 1.05% 0.131%
10 10.191 713 716 724 rBV 50216 87765 6.99% 0.869%
11 10.407 729 733 736 rBV 90549 156803 12.49%  1.552%
12 12.003 922 931 940 rBv2 38070 61223 4.88% 0.606%
13 12.078 940 948 960 rvVB 14396 22825 1.82% 0.226%
14 12.296 987 997 1012 rVB 10286 16825 1.34% 0.167%
15 12.886 1071 1074 1078 rBvV2 69051 120579 9.60% 1.194%
16 13.190 1094 1098 1102 rBV 13206 26451 2.11% 0.262%
17 14.269 1180 1183 1186 rBV 123706 183217 14.59% 1.814%
18 14.332 1186 1188 1192 rVB2 13192 24119 1.92% 0.239%
19 14.523 1198 1203 1206 rBV2 7255 14187 1.13% 0.140%
20 15.322 1263 1266 1269 rBV 14231 22369 1.78% 0.221%
21 15.639 1287 1291 1295 rVB3 4710 13529 1.08% 0.134%
22 15.728 1295 1298 1299 rBV2 8438 15574 1.24% 0.154%
23 15.766 1299 1301 1305 rVB2 14940 26329 2.10% 0.261%
24 16.007 1317 1320 1322 rVB2 29543 35544  2.83% 0.352%
25 17.018 1400 1403 1405 rBV 94324 161389 12.85% 1.597%
26 17.066 1405 1407 1410 rW 149466 204142 16.26% 2.021%
27 17.151 1410 1414 1417 rVB 29637 48901 3.89% 0.484%
28 17.224 1417 1420 1425 rBV 8502 19164 1.53% 0.190%
29 17.431 1432 1437 1445 rBV2 16966 30550 2.43% 0.302%
30 17.796 1464 1467 1472 rVB 14324 29912 2.38% 0.296%
31 17.955 1473 1480 1483 rBvV2 7226 23346 1.86% 231%

32 19.068 1689 1697 1699 rBV 92812 124282 9.90%
33 19.098 1699 1703 1712 rVW 374039 476367 37.94%
34 19.197 1714 1723 1728 rVWV3 5754 15143 1.21%
35 19.247 1730 1733 1745 rVB3 6849 14966 1.19%
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36 19.460 1767 1776 1788 rVB 299145 428513 34.12% 4.241%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48 Instrument :
Operator : CG/JU BNA_N

Sample : M3892-06 ClientSampleld :

Misc : S-822-N-SO-1-1.5-092221

ALS Vvial : 71  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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_N\METHODS\8270-SIM-BN100121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.679 1815 1820 1836 rVB 74976 109142 8.69% 1.080%
38 20.017 1884 1887 1888 rBV 11865 16038 1.28% ©.159%
39 20.463 1927 1929 1931 rW 12951 21456 1.71% 0.212%
40 20.495 1931 1932 1938 rwv2 36005 66304 5.28% 0.656%
41 20.643 1941 1946 1947 rVV2 11315 28841 2.30% ©.285%
42 20.675 1947 1949 1951 rVWV 22576 36413 2.90% 0.360%
43 20.739 1951 1955 1957 rW 38805 58011 4.62% 0.574%
44 20.781 1957 1959 1960 rVV 59372 83349 6.64% 0.825%
45 20.835 1960 1964 1966 rVvVv 71017 143826 11.45% 1.424%
46 20.877 1966 1968 1971 rVWV 90091 124888 9.95%  1.236%
47 20.930 1971 1973 1975 rVV2 46594 79196 6.31% 0.784%
48 20.973 1975 1977 1979 rVWW2 74398 122037 9.72% 1.208%
49 21.004 1979 1980 1983 rVV 52703 65335 5.20% 0.647%
50 21.058 1983 1985 1988 rVB 37820 50508 4.02% 0.500%
51 21.174 1993 1996 1998 rBV 53288 83545 6.65% 0.827%
52 21.227 1998 2001 2004 rVVv2 221550 487652 38.83% 4.827%
53 21.270 2004 2005 2012 rVB 181493 212714 16.94%  2.105%
54 21.387 2012 2016 2020 rBV3 24607 72718 5.79% ©.720%
55 21.589 2033 2035 2036 rBvV 21984 31895 2.54% ©.316%
56 21.695 2043 2045 2046 rBV 21962 30075 2.40% 0.298%
57 21.727 2046 2048 2050 rBV 20051 19644 1.56% 0.194%
58 21.812 2053 2056 2057 rBV 52590 86132 6.86% 0.853%
59 21.843 2057 2059 2061 rBV 62776 81985 6.53% 0.811%
60 21.886 2061 2063 2065 rBV 108620 201448 16.04%  1.994%
61 21.918 2065 2066 2068 rVB 136568 144554 11.51% 1.431%

62 22.024 2071 2076 2078 rBV 490022 1255719 100.00% 12.429%
63 22.151 2082 2088 2089 rBV 183768 612883 48.81% .066%
64 22.183 2089 2091 2093 rBV 166751 253735 20.21% .512%
65 22.321 2101 2104 2109 rVVW 276666 1184717 94.35% 11.726%

N O

66 22.396 2109 2111 2113 rVB 424123 413492 32.93% 4.093%
67 22.814 2221 2231 2239 rBV 113319 240762 19.17%  2.383%
68 22.896 2252 2255 2272 rVB 16457 24828 1.98% ©0.246%
69 22.985 2274 2281 2310 rVB2 17822 34787 2.77%  ©.3447%
70 23.296 2362 2372 2388 rVB 56802 103115 8.21% 1.021%
71 23.392 2390 2400 2418 rVV2 76042 152675 12.16% 1.511%
72 23.491 2419 2429 2437 rVWV 74663 143564 11.43% 1.421%
73 23.539 2437 2443 2471 rVB 42537 83036 6.61% 0©.822%
74 24.090 2596 2604 2617 rVB 13362 25612 2.04%  0.254%
75 24.183 2623 2631 2653 rVB 12071 26882 2.14%  ©.266%
76 24.861 2823 2829 2848 rVB 8449 17633 1.40% 0.175%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS Vvial : 71  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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_N\METHODS\8270-SIM-BN100121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 25.771 3080 3095 3119 rVB2 30376 93705 7.46%  0.928%
78 26.473 3283 3300 3333 rVB 17081 55995  4.46% 0.554%

Sum of corrected areas: 10102915
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @3 Oct 2021 11:48
: CG/JU
: M3892-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
BNO16703.D

S-822-N-SO-1-1.5-092221

: 71 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

600000

500000

400000

300000

200000

100000

0
Time-->
Abundance

600000

500000

400000

300000

200000

100000

TIC: BN016703.D\data.ms

10.407
4.821 7643 128 10.19

3.512 5.042273 6.831 8.784 10.0

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
TIC: BN016703.D\data.ms

19.098

19.460

17.066
17.018

14.269

12.886
foos | 13190 1433303 15320559807 5344307 79955

Time-->
Abundance

600000

500000

400000

300000

200000

1000001

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BN016703.D\data.ms

1

220983  24.861 ﬁ” 26.473

0
Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 1,4-Butanediamine Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
3.512 0.09 ng 19210 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Butanediamine 88 C4H12N2 000110-60-1 5
2 Butanal, 3-hydroxy- 88 C4H802 000107-89-1 4
3 Guanidine, methyl- 73 C2H7N3 000471-29-4 4
4 Hydrogen isocyanate 43 CHNO 000075-13-8 3
5 Isobutane 58 C4H1e 000075-28-5 3
Abundance  Scan 47 (3.512 min): BN016703.D\data.ms (-44) (-) m/z 43.00 100.00%
43.0
5000 L\Jx
T
‘ 3.20 3.40 3.60 3.80
Ol e 90 880 U150 1520 y/; 44,00 26.54%
miz-> 20 40 60 80 100 120 140
Abundance #2207: 1,4-Butanediamine
30.0
5000 L LA DL B B R
59.0 3.20 3.40 3.60 3.80
' m/z 42.00 15.42%
O\\\\‘\‘!“\\“‘ \\1“\\“\\‘8\8\.\0\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #2289: Butanal, 3-hydroxy-
29.0
T
3.20 3.40 3.60 3.80
5000 m/z 58.00 2.79%
700 \\W
oL220. L. 1530 \H 87.0
B a s e o
miz--> 20 40 60 80 100 120 140
Abundance #823: Guanidine, methyl- T
30.0 3.20 3.40 3.60 3.80
73.0 m/z 71.00 0.75%
5000
‘ 56.0 ‘
m/z--> 20 40 60 80 100 120 140 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Butane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.821 0.59 ng 120460 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 4
2 Acetone 58 C3H60 000067-64-1 4
3 Ethene, methoxy- 58 C3H60 000107-25-5 3
4 Diazene, dimethyl- 58 C2H6N2 000503-28-6 3
5 Hydrogen isocyanate 43 CHNO 000075-13-8 2
Abundance Scan 189 (4.821 min): BN016703.D\data.ms (-185) (-) m/z 43.00 100.00%
43.0
> “J\\Jg
R R RS Rua
58.0 4.40 4.60 4.80 5.00 5.20
b b 2 20 myz s8.00  15.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #265: Butane
43.0
5000 B AL NLBLELEN B B
29.0 4.40 4.60 4.80 5.00 5.20
58.0 m/z 42.00 4.34%
2o Il
O\\\‘\\‘\\‘\\\\‘H\}i\}\\i\\\‘\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #240: Acetone
43.0
R A RAARE R
4.40 4.60 4.80 5.00 5.20
5000 m/z 44.00 2.42%
9.0
0 ‘H"1‘“"MH‘“‘11‘“""‘H""m‘uwmwuwmw
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #255: Ethene, methoxy- R A RAARE R
15.0 4.40 4.60 4.80 5.00 5.20
58.0 o
280 430 m/z 99.00 0.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Hydrogen azide Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.042 0.08 ng 17401 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrogen azide 43 HN3 007782-79-8 4
2 Isobutane 58 C4H1e 000075-28-5 4
3 Methoxyacetonitrile 71 C3H5NO 001738-36-9 3
4 Butane 58 C4H10 000106-97-8 3
5 Butanal, 3-hydroxy- 88 C4H802 000107-89-1 2
Abundance Scan 213 (5.042 min): BN016703.D\data.ms (-210) (-) m/z 43.00 100.00%
3.0
5000 L
o mmma s U
710 4.80 5.00 5.20 5.40
o 880 1900 uy; 42,00 6.00%
miz-> 20 40 60 80 100 120 140
Abundance #77: Hydrogen azide
43.0
5000 150 L L L L L IR L B L
4.80 5.00 5.20 5.40
‘ ‘ m/z 58.00 5.61%
O\\\\‘\\‘\\‘M\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #269: Isobutane
43.0
A REma R o
4.80 5.00 5.20 5.40
5000 m/z 71.00 3.62%
ik W\/\M
ol llly 920
miz--> 20 40 60 80 100 120 140
Abundance #681: Methoxyacetonitrile R  RAmEaEE
41.0 4.80 5.00 5.20 5.40
m/z 44.00 2.71%
70.0
0 P
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Butane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.938 0.60 ng 123135 1,4-Dichlorobenzene-d4 7.642

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 4
2 Acetone 58 C3H60 000067-64-1 4
3 1-Hexene, 3,4,5-trimethyl- 126 CO9H18 056728-10-0 4
4 2-Propenamide 71 C3H5NO 000079-06-1 3
5 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 3
Abundance Scan 527 (7.938 min): BN016703.D\data.ms (-523) (-) m/z 43.00 100.00%
3.0
5000 71.0
93.0
A s R
‘ 112.0 1520 7.60 7.80 8.00 8.20
-+ttt m/z 71.00 47.97%
miz--> 0O 20 40 60 80 100 120 140
Abundance #265: Butane
43.0
5000 T[T T[T T[Tt
7.60 7.80 8.00 8.20
m/z 93.00 32.81%
o | )]
O\‘\\\‘\‘\\\‘i}\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0O 20 40 60 80 100 120 140
Abundance #237: Acetone
43.0
RREE R e e R
7.60 7.80 8.00 8.20
5000 m/z 95.00 15.91%
15.0
0 y
miz--> 0O 20 40 60 80 100 120 140
Abundance #13226: 1-Hexene, 3,4,5-trimethyl- AR maE AR
43.0 7.60 7.80 8.00 8.20
71.0 m/z 58.00 14.91%
5000
‘ 98.0
ol 250 AL bl L 1260 SR
m/z--> 0 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 CH3CHC1CH2C(0)OCH3 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.191 0.22 ng 87765 Naphthalene-d8 10.407
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 CH3CHC1CH2C(0)OCH3 136 C5H9C102 000817-76-5 7
2 3H-1,2,4-Triazole-3-thione, 1,2-... 181 C2H3N3S 003179-31-5 5
3 2-Oxazolidinone, 3-methyl- 101 C4H7NO2 019836-78-3 5

4 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 5

5 Propane, 1-isothiocyanato- 101 C4H7NS 000628-30-8 5

Abundance Scan 716 (10.191 min): BN016703.D\data.ms (-713) (-) m/z 101.00 100.00%

101.0
5000 42.0
77.0
BEEREEEEEEESEEE SR
‘ ‘ | 129.0 P 9.8010.0010.2010.40
O e e e e e e e e e e m/z 42.00 48.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18417: CH3CHCICH2C(O)OCH3
101.0
59.0
5000 R R R
9.8010.0010.2010.40
m/z 77.00 36.94%
O||135|0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4504: 3H-1,2,4-Triazole-3-thione, 1,2-dihydro-
101.0
AN
42 9.8010.0010.2010.40
5000 0 m/z 95.00  23.74%
73.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4525: 2-Oxazolidinone, 3-methyl- B RammumE
101.0 9.8010.0010.2010.40
m/z 99.00 7.63%
42.0
5000
15.0
I G
L S S s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.8010.0010.2010.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Benzenethiol, p-(dimethylam... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

16.007 0.09 ng 35544  Phenanthrene-die 17.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenethiol, p-(dimethylamino)- 153 C8H11NS 004946-22-9 10
2 2,4-Dimethyl-6-(methylthio)pyridine 153 C8H11NS 1000305-54-7 9
3 4-Picoline, 2-(ethylthio)- 153 C8H11NS 019006-78-1 9
4 2H-Pyrimido[1,2-a]pyrimidine, 1,... 153 C8H15N3 084030-20-6 9

5 2(1H)-Pyridinethione, 1-ethyl-6-... 153 C8H11NS 019006-73-6 9

Abundance Scan 1320 (16.007 min): BN016703.D\data.ms (-1317) (- m/z 198.00 100.00%

198.0
153.0
5000
o
89.0 :
51.0
o‘H‘_"M"Hw‘:m““,“““3‘3‘1-" m/z 153.00  54.13%
miz--> 50 100 150 200 250 300
Abundance #30777: Benzenethiol, p-(dimethylamino)-
158.0
5000 —
16.00
m/z 165.00 49.49%
109F ‘
Ol\ \0\ ‘\M “ \‘M\ “\ \H H“‘ T h\ H\ LI ‘ T T T ’ L ‘ L
miz-> 50 100 150 200 250 300
Abundance #30778: 2,4-Dimethyl-6-(methylthio)pyridine
107.0 158.0
T
16.00
5000 m/Z 152.00 41.39%
0! \\‘\“\HH“H"HH“‘H
miz-> 100 150 200 250 300
Abundance #30775: 4-Picoline, 2-(ethylthio)- ——
158.0 16.00
81.0 m/z 167.60  34.55%
5000
27.0
0 e ——
m/z--> 50 100 150 200 250 300 16.00

8270-SIM-BN100121.M Mon Oct 04 19:08:29 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Carbazole Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.431 0.08 ng 30550  Phenanthrene-die 17.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbazole 167 C12HSN 000086-74-8 9
2 5H-Indeno[1,2-b]pyridine 167 C12HON 000244-99-5 9
3 Benzaldehyde, 2-hydroxy-5-nitro- 167 C7H5NO4 000097-51-8 5
4 2-Azaspiro[4.5]decan-3-one, 8-me... 167 C1OH17NO 196608-77-2 5
5 benzaldehyde, 2-hydroxy-4-nitro- 167 C7H5NO4 1000404-52-2 5

Abundance Scan 1437 (17.431 min): BN016703.D\data.ms (-1432) (-  m/z 167.00 100.00%

167.0
5000
—=
17.50
ol 200 I 2150 2660 3300 u/; 166.00  21.44%
miz--> 50 100 150 200 250 300
Abundance #42483: Carbazole
167.0
5000 L
17.50
m/z 179.00 3.33%
UL ’ T ‘ L ‘ T T T ’ L ‘ T T T ’ L
miz--> 50 100 150 200 250 300
Abundance #42488: 5H-Indeno[1,2-b]pyridine
167.0
—
17.50
5000 m/z 165.00  1.90%
0 390 \\\8:?.0 1‘27'¢ “
e
miz--> 50 100 150 200 250 300
Abundance #42604: Benzaldehyde, 2-hydroxy-5-nitro- —
167.0 17.50
m/z 141.00 1.47%
5000 WWW
65.0
$ 120.0
oL B L L —_
m/z--> 50 100 150 200 250 300 17.50

8270-SIM-BN100121.M Mon Oct 04 19:08:30 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 3-Hydroxy-2-pyridin-3-yl-pr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

20.834 0.12 ng 143826 Chrysene-d12 21.238
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hydroxy-2-pyridin-3-yl-propenal 149 C8H7NO2 1000311-61-6 4
2 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 4
3 Benzene, 1-isothiocyanato-4-methyl- 149 C8H7NS 000622-59-3 4
4 Pyridine, pentamethyl- 149 C1OH15N 003748-83-2 4

5 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-7 4

Abundance Scan 1964 (20.835 min): BN016703.D\data.ms (-1960) (-  m/z 149.00 100.00%
1

49.0
5000
— —
20.50 21.00
b0 2200 | 2000 2400 2790 n/7 167.00  3.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27262: 3-Hydroxy-2-pyridin-3-yl-propenal
149.0
5000 — e
92.0 120.0 20.50 21.00
m/z 122.00 1.62%
O ‘\\\\‘5\\1-\.9\‘\\\’\\‘\h\"h‘\\\“‘\\‘\\‘\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27281: Benzothiazole, 2-methyl-
149.0
— —r
20.50 21.00
5000 ITI/Z 91.00 0.51%
108.0
69.0
39.0 ‘ ‘
Y S Y YN EUVNSUS O
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27298: Benzene, 1-isothiocyanato-4-methyl- P —
149.0 20.50 21.00
m/z 120.00 0.15%
5000 91.0
39.0 ‘ 121.0
Ol ettt bbb el e — —
m/z--> 20 40 60 80 100120140160180200220240260280 20.50 21.00

8270-SIM-BN100121.M Mon Oct 04 19:08:30 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 m-Tolyl isothiocyanate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

20.877 0.10 ng 124888 Chrysene-d12 21.238
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-7 4

2 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 4
3 3-Hydroxy-2-pyridin-3-yl-propenal 149 C8H7NO2 1000311-61-6 4
4 Pyridine, pentamethyl- 149 C1OH15N 003748-83-2 4

5 Benzene, 1-isothiocyanato-4-methyl- 149 C8H7NS 000622-59-3 4

Abundance Scan 1968 (20.877 min): BN016703.D\data.ms (-1966) (-  m/z 149.00 100.00%

149.0
5000
— —
91.0 122.0 202.0 236.0 2050 21.00
O e e e e e M/Z 167.08 3.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27277: m-Tolyl isothiocyanate
149.0
91.0
5000 — e
20.50 21.00
39.0 m/z 122.00 1.46%
65.0 117.0
O ‘\‘\\\““\‘\Hi\“h‘\\‘\h‘\\M\‘}\\”“\\\\‘\ h\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27280: Benzothiazole, 2-methyl-
149.0
— —r
20.50 21.00
5000 m/z 236.00  1.16%
69.0 1080
39.0
0 ‘\\\\‘w\“1‘\“““‘1‘m”w“‘\\m‘M‘w\“‘w\\\‘\\“\\‘uu‘uu‘uu‘uu‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27262: 3-Hydroxy-2-pyridin-3-yl-propenal P —
149.0 20.50 21.00
m/z 202.00 0.84%
5000
92.0 120.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Benzeneacetic acid, .alpha.... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

20.973 0.10 ng 122037 Chrysene-d12 21.238
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid, .alpha.-brom... 228 C9H9Bro02 003042-81-7 7

2 1-Bromomethylenedecahydronaphtha... 228 C11H17Br 1000191-97-5 7
3 5-Bromoadamantan-2-one 228 C10OH13BroO 020098-20-8 5

4 Nicotinic acid, 1,2-dihydro-4,6-... 167 C8H9NO3 024667-09-2 5

5 Tricyclo[3.3.1.1(3,7)]decanone, ... 228 C10H13BroO 032456-49-8 4

Abundance Scan 1977 (20.973 min): BN016703.D\data.ms (-1975) (- m/z 126.00 100.00%

126.0
5000
1670 229.0
-
010 - 21.00
b e e 2o 2090 myz 149,00 89.30%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109907: Benzeneacetic acid, .alpha.-bromo-, methyl est

T M\/\/\/\NVM/\/\J
5000 200 —
21.00
39.0 118.0 m/z 229.00  34.03%
‘ Ll | ‘ | H 2200
O‘\‘\‘H\\“H\H\’\‘HH\’HH’PH\‘HHH‘HH‘HH‘HH‘HH‘HH‘\\H‘\\H‘\\

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #108603: 1-Bromomethylenedecahydronaphthalene

:

I
21.00
5000 410 m/z 167.00 28.74%
oA AN 2 | o 20
m/z--> 20 40 60 80 lOO 120140160180 200220240260 280
Abundance #108376: 5-Bromoadamantan-2-one —
149.0 21.00

m/z 228.00 8.46%

5000 93.0
121.0
39.0 ‘
228.0
0 b b L 179.0 I A

m/z--> 20 40 60 80 100120140160180200220240260280 21.00

8270-SIM-BN100121.M Mon Oct 04 19:08:32 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Benzaldehyde, 2-hydroxy-3-n... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.886 0.17 ng 201448 Chrysene-d12 21.238
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 2-hydroxy-3-nitro- 167 C7H5NO4 005274-70-4 4
2 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 4
3 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 4
4 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-7 4
5 Benzene, 1-isothiocyanato-4-methyl- 149 C8H7NS 000622-59-3 4

Abundance Scan 2063 (21.886 min): BN016703.D\data.ms (-2061) (- m/z 149.00 100.00%

149.0
5000
7~ e
1220 21.50 22.00
Ob e 920 1220 | | 2030 236C 1/, 167 00 11.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42601: Benzaldehyde, 2-hydroxy-3-nitro-
149.0
5000 ~ —
63.0 910 1200 21.50 22.00
39.0 m/z 122.00 1.51%
O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27280: Benzothiazole, 2-methyl-
149.0
P e
21.50 22.00
5000 m/z 126.00 0.37%
690 1080
45.0
0 ‘u\\‘M\”1‘\“““‘1‘m”w“‘\ e ol o I A A AR
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27027: Pyridine, pentamethyl- — 7
149.0 21.50 22.00
m/z 236.00 0.33%
5000 MM
93.0
70,580 L aad |
R N i N A aaa — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 21.50 22.00

8270-SIM-BN100121.M Mon Oct 04 19:08:33 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 Benzaldehyde, 2-hydroxy-3-n... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.918 0.12 ng 144554 Chrysene-d12 21.238

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 2-hydroxy-3-nitro- 167 C7H5NO4 005274-70-

2 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-

3 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-

4 Benzene, l-isothiocyanato-4-methyl- 149 C8H7NS 000622-59-
5 Disulfide, 1-(1-propenyldithio)p... 254 C9H18S54 126876-37-

NwWwNNY P
A DA D

Abundance Scan 2066 (21.918 min): BN016703.D\data.ms (-2065) (-  m/z 149.00 100.00%

149.0
5000
22.00
254.0 :
Ol 0200 L 2030 O~ m/z 167.00  9.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #42601: Benzaldehyde, 2-hydroxy-3-nitro-
149.0
5000 T T
91.0 120.0 22.00
39.0 m/z 254.00 3.59%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27277: m-Tolyl isothiocyanate
149.0
e
91.0 2200
5000 m/z 126.00  1.65%
39.0
Y G RN N B X0 R ———
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27279: Benzothiazole, 2-methyl- ;
149.0 22.00
m/z 252.00 1.20%
5000
108.0
69.0
ROV W YA —
m/z--> 20 40 60 80 100120140160180200220240260280 22.00

8270-SIM-BN100121.M Mon Oct 04 19:08:34 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 13 ethanone, 1-(4-methoxy-2-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.024 1.03 ng 1255720 Chrysene-d12 21.238
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 ethanone, 1-(4-methoxy-2-methylp... 240 C16H1602 1000401-19-7 5
2 Benzaldehyde, 2-hydroxy-3-nitro- 167 C7H5NO4 005274-70-4 4
3 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 4
4 3-Hydroxy-2-pyridin-3-yl-propenal 149 C8H7NO2 1000311-61-6 4
5 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 4

Abundance Scan 2076 (22.024 min): BN016703.D\data.ms (-2071) (-  m/z 149.00 100.00%
149.0

E

5000
T T
240.0 22.00
91.0 120,0 202.0 .0 279.( o
O o T e e e ey m/Z 167.00 7.02%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123844: ethanone, 1-(4-methoxy-2-methylphenyl)-2-phe
149.0
5000 e :
22.00
m/z 126.00 1.86%
91.0 121.0
PN L B 193.0  240.0
‘H\\‘\H\’HH’HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #42601: Benzaldehyde, 2-hydroxy-3-nitro-
149.0
T T
22.00
5000 m/z 122.00 1.23%

63.0 91.0 120.0

fﬁ? Ll ‘

E

0 e e e e e
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #27027: Pyridine, pentamethyl- T ‘
149.0 22.00
m/z 240.00 0.79%
5000
93.0
W L2l
0 ‘m""m,dm“,mu,“lm‘um‘uH‘w‘w‘w‘mwm‘mwu —
m/z--> 20 40 60 80 100120140160 180200220240260280 22.00

8270-SIM-BN100121.M Mon Oct 04 19:08:35 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 14 2-(Pentyloxycarbonyl)benzoi... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.151 0.50 ng 612883 Chrysene-d12 21.238
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Pentyloxycarbonyl)benzoic acid 236 C13H1604 024539-56-8 5

2 Benzaldehyde, 2-hydroxy-3-nitro- 167 C7H5NO4 005274-70-4 4

3 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 4
4 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-7 4

5 3-Hydroxy-2-pyridin-3-yl-propenal 149 C8H7NO2 1000311-61-6 4

Abundance Scan 2088 (22.151 min): BN016703.D\data.ms (-2082) (-  m/z 149.00 100.00%

149.0
5000
P o
910 203.0 22.00 22.50
.0120.0 .0 236.0 279.( o
Ol S B e S 2 m/z 167.08  8.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #118152: 2-(Pentyloxycarbonyl)benzoic acid
149.0
5000 — —
22.00 22.50
m/z 122.00 1.56%
0..290 930 OO | 4700 2360
\H‘HH‘HH‘\\H‘HH‘HH‘HH‘\ H’HH‘HH‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #42601: Benzaldehyde, 2-hydroxy-3-nitro-
149.0
P e
22.00 22.50
5000 ITI/Z 126.00 0.91%
91.0 120.0
39.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27279: Benzothiazole, 2-methyl- —— ——
149.0 22.00 22.50
m/z 91.00 0.89%
5000
108.0
69.0
.Y P IO SN
m/z--> 20 40 60 80 100120140160180200220240260280 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :
Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 15 Benzaldehyde, 2-hydroxy-3-n... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.183 0.21 ng 253735 Chrysene-d12 21.238
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 2-hydroxy-3-nitro- 167 C7H5NO4 005274-70-4 4
2 3-Hydroxy-2-pyridin-3-yl-propenal 149 C8H7NO2 1000311-61-6 4
3 Benzene, 1-isothiocyanato-4-methyl- 149 C8H7NS 000622-59-3 4
4 Ethanone, 2-(1-methylethoxy)-1,2... 254 C17H1802 006652-28-4 3
5 3-Carbamoyl-2-pyrazinecarboxylic... 167 C6H5N303 067367-37-7 3

Abundance Scan 2091 (22.183 min): BN016703.D\data.ms (-2089) (-  m/z 149.00 100.00%
149.0

3

5000
—— F—
-y 22.00 22.50
200.0 . 0
OH e e e i e e o M/Z 167.00 7.56%
m/z--> 20 40 60 80 100120140160 180200 220 240 260 280
Abundance #42601: Benzaldehyde, 2-hydroxy-3-nitro-
140.0
5000 T ‘
63.0 91.0 120.0 22.00 22.50

m/z 126.00 1.84%

0d || L ‘\ |

O ‘\\\\“\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27262: 3-Hydroxy-2-pyridin-3-yl-propenal
149.0
—r ——
22.00 22.50
5000 m/z 122.60  ©.91%
92.0 120.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27298: Benzene, 1-isothiocyanato-4-methyl- P ——
149.0 22.00 22.50
m/z 254.00 0.62%
5000 91.0
39‘.0 ‘ ‘ 121.0
Ot e e e e e e e e — ——
m/z--> 20 40 60 80 100120140160180200220240260280 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\

Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 g

Misc S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 16 ethanone, 1-(4-methoxy-2-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.321 0.97 ng 1184720 Chrysene-d12 21.238
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 ethanone, 1-(4-methoxy-2-methylp... 240 C16H1602 1000401-19-7 5

2 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-7 4
3 Phthalic acid, 2-ethylhexyl pent... 348 C21H3204 1000309-01-3 4
4 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 4

5 3-Hydroxy-2-pyridin-3-yl-propenal 149 C8H7NO2 1000311-61-6 4

Abundance Scan 2104 (22.321 min): BN016703.D\data.ms (-2101) (-  m/z 149.00 100.00%
1

49.0

b3

5000
P e
910 240.0 22.00 22.50
by g 200 212.02400 2790 /7 126.00 7.21%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123844: ethanone, 1-(4-methoxy-2-methylphenyl)-2-phe
149.0
5000 — -
22.00 22.50
m/z 167.00 3.85%
91.0 121.0
PN L B 193.0  240.0
‘\H\‘\H\’HH’HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘\\H‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27277: m-Tolyl isothiocyanate
149.0
P o
910 22.00 22.50
5000 m/z 122.00  1.39%
39.0
‘ | 121.0
O Frrrr e et bbb e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #257828: Phthalic acid, 2-ethylhexyl pentyl ester P —
149.0 22.00 22.50
m/z 91.00 0.75%
5000
43.0 237.0
m/z--> 20 40 60 80 100120140160180200220240260280 22.00 22.50

8270-SIM-BN100121.M Mon Oct 04 19:08:37 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 17 Ethanone, 2-(1-methylethoxy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

22.396 1.15 ng 413492 Perylene-di2 23.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 2-(1-methylethoxy)-1,2... 254 C17H1802 006652-28-4 4

2 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 4

3 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-7 4
4 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 4

5 3-Hydroxy-2-pyridin-3-yl-propenal 149 C8H7NO2 1000311-61-6 4

Abundance Scan 2111 (22.396 min): BN016703.D\data.ms (-2109) (-  m/z 149.00 100.00%

149.0
5000
— ——
22.00 22.50
Ol 200 b 2030 2540 - m/z 167.00 5.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140956: Ethanone, 2-(1-methylethoxy)-1,2-diphenyl-
10y.0
149.0
5000 — —
22.00 22.50
770 m/z 126.00 1.46%
oho 20 L 1950 2540
\\\‘\\H‘HH‘HH‘HH‘HH‘HH‘\ \\’\\\\‘\H\‘HH‘HH‘\H\’\H\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27027: Pyridine, pentamethyl-
149.0
— ——
22.00 22.50
5000 m/z 122.00 1.14%
93.0
53.0 ‘ |
0 ekl e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27277: m-Tolyl isothiocyanate “ —
149.0 22.00 22.50
91.0 m/z 254.00 0.37%
5000
39.0
R PR N B 0 N ——— — -
m/z--> 20 40 60 80 100120140160180200220240260280 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 18 Perylene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

22.985 0.10 ng 34787 Perylene-di2 23.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 9
2 Benzo[e]pyrene 252 C20H12 000192-97-2 9

3 Benzo[a]pyrene 252 C20H12 000050-32-8 9
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 9

5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 9

Abundance Scan 2281 (22.985 min): BN016703.D\data.ms (-2274) (- m/z 252.00 100.00%
0

25p.
5000 M
125.0 ==
23.00
O brrrprrrr e e e e e e e m/z 253.00 24.04%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #138551: Perylene
252.0
5000 U
23.00
125.0 m/z 125.00  21.81%
oll7.0 500 830 \H 1740 2240
\H‘\\H‘\\H’HH’HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #138559: Benzol[e]pyrene
252.0
——
23.00
5000 ITI/Z 264.00 1.93%
126.0
0 41.0 91.0 | \H | 1740  224.0
R e A A A RARARRARET
m/z--> 20 40 60 80 100120140 160 180200 220 240260
Abundance #138557: Benzo[a]pyrene —r—
252.0 23.00
m/z 265.00 0.79%
5000
126.0
0 630 980/ \H 1740 2200 |
e e e e ——
m/z--> 20 40 60 80 100120140160180200220240260 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 19 Perylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.296 0.29 ng 103115 Perylene-di2 23.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 9
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 9
3 Benzo[a]pyrene 252 C20H12 000050-32-8 9
4 Benzo[e]pyrene 252 C20H12 000192-97-2 9
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 9
Abundance Scan 2372 (23.296 min): BN016703.D\data.ms (-2362) (-  m/z 252.00 100.00%
252.0
5000
== o
125.0 23.00 23.50
o m/z 253.00 21.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138550: Perylene
252.0
5000 S ——
23.00 23.50
126.0 m/z 125.00 12.97%
0.,37.0 630 990, ‘\ 158.0 198.0224.0
\‘\\H‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\\H‘\H\‘\\H‘HH‘\\ \‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138566: Benzol[b]fluoranthene
252.0
—— —
23.00 23.50
5000
126.0
oh.39.0 74.0100.0 | 1610 198.0224.0 Mﬁ
R Ra s e e e RARARARA e Ta e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138555: Benzo[a]pyrene
252.0
5000
126.0
0h.39.0 74.0100.0 | 163.0 198.0224.0 \‘
R e R R R o ARAARmEEY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48

Operator : CG/JU

Sample : M3892-06 :

Misc : S-822-N-SO-1-1.5-092221

ALS vial : 71  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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 20 Lauroguanamine Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

24.183 0.07 ng 26882 Perylene-di2 23.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lauroguanamine 265 C14H27N5 002533-34-8 5

2 (S,E)-6-Hydroxy-6-methyl-2-((2S,... 252 C15H2403 088243-64-5 3

3 4,5,6-Pyrimidinetriamine 125 C4H7N5 000118-70-7 2
4 2-Amino-4-hydroxy-6-methylpyrimi... 125 C5H7N30 003977-29-5 2

5 Pyridine, 4-methoxy-1-oxide- 125 C6H7NO2 001122-96-9 2

Abundance Scan 2631 (24.183 min): BN016703.D\data.ms (-2623) (-  m/z 125.00 100.00%

125.0
5000
— —
265.C 24.00 24.50
O e e e e m/z 265.00 2.21%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #154104: Lauroguanamine
125.0
5000 — —
24.00 24.50
m/z 252.00 1.77%
43.0
0 |, .80 | | | 1890 2220 265¢
\\H‘\H\‘H\\‘HH‘HH‘\\H‘\H\’HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #138202: (S,E)-6-Hydroxy-6-methyl-2-((2S,5R)-5-methyl-
43.0 113.0
— —
85 24.00 24.50
5000 ' m/z 264.00 1.11%

142.0
T‘ ‘ 1930 2370

2

O et Pl e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #12259: 4,5,6-Pyrimidinetriamine T T
125.0 24.00 24.50
m/z 253.00 0.95%
= J\A—JL&
27.0 71.0
m/z--> 20 40 60 80 100120140160180200220240260 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16703.D

Acqg On : 03 Oct 2021 11:48
Operator : CG/JU

Sample : M3892-06

Misc :

ALS vial : 71 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN100121.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|
1,4-Butanediamine 3.512 0.1 ng 19216 1 7.642 82157 0.4
Butane 4.821 0.6 ng 120460 1 7.642 82157 0.4
Hydrogen azide 5.042 0.1 ng 17401 1 7.642 82157 0.4
Butane 7.938 0.6 ng 123135 1 7.642 82157 0.4
CH3CHC1CH2C(0)OCH3 10.191 0.2 ng 87765 2 10.407 156803 0.4
Benzenethiol, p... 16.007 0.1 ng 35544 4 17.018 161389 0.4
Carbazole 17.431 0.1 ng 30550 4 17.018 161389 0.4
3-Hydroxy-2-pyr... 20.834 0.1 ng 143826 5 21.238 487652 0.4
m-Tolyl isothio... 20.877 0.1 ng 124888 5 21.238 487652 0.4
Benzeneacetic a... 20.973 0.1 ng 122037 5 21.238 487652 0.4
Benzaldehyde, 2... 21.886 0.2 ng 201448 5 21.238 487652 0.4
Benzaldehyde, 2... 21.918 0.1 ng 144554 5 21.238 487652 0.4
ethanone, 1-(4-... 22.024 1.0 ng 1255720 5 21.238 487652 0.4
2-(Pentyloxycar... 22.151 0.5 ng 612883 5 21.238 487652 0.4
Benzaldehyde, 2... 22.183 0.2 ng 253735 5 21.238 487652 0.4
ethanone, 1-(4-... 22.321 1.0 ng 1184720 5 21.238 487652 0.4
Ethanone, 2-(1-... 22.396 1.2 ng 413492 6 23.491 143564 0.4
Perylene 22.985 0.1 ng 34787 6 23.491 143564 0.4
Perylene 23.296 0.3 ng 103115 6 23.491 143564 0.4
Lauroguanamine 24.183 0.1 ng 26882 6 23.491 143564 0.4

8270-SIM-BN100121.M Mon Oct @4 19:08:40 2021

S-822-N-SO-1-1.5-092221
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