LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16685.D

Acqg On : 02 Oct 2021 23:45

Operator : CG/JU

Sample : M3892-04 :
Misc : S-829-J-SO-3-3.5-092221

ALS Vvial : 53 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@16685.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 58 rvB 7445 24478 8.41% 0.743%
2 3.825 78 81 88 rvB 5015 11062 3.80% 0.336%
3 4.821 185 189 202 rVB 33209 70543 24.23% 2.141%
4 5.042 210 213 220 rBV 4651 11561 3.97% 0.351%
5 5.273 234 238 246 rVB 16404 35581 12.22% 1.080%
6 6.647 384 387 391 rBV 3129 5374 1.85% 0.163%
7 6.831 403 407 421 rVB 17394 39364 13.52% 1.194%
8 7.264 450 454 459 rvVB2 3473 7845 2.69% 0.238%
9 7.643 490 495 500 rBV 47289 94584 32.49% 2.870%
106 7.707 500 502 508 rVB 1836 3125 1.07% 0.095%
11 7.938 523 527 532 rVB 10097 17852 6.13% 0.542%
12 8.306 565 567 569 rVB 5268 5207 1.79% 0.158%
13 8.417 574 576 580 rVB3 1838 3743  1.29% 0.114%
14 8.785 601 605 612 rBV 22990 45595 15.66% 1.384%
15 8.949 616 618 622 rVB 3094 4819 1.66% 0.146%
16 10.191 713 716 723 rBV 33012 57720 19.83% 1.752%
17 10.407 729 733 736 rBV 100898 173562 59.62% 5.267%
18 10.508 739 741 745 rVB2 4127 7075 2.43% 0.215%
19 12.003 921 931 943 rBvV 39828 65572 22.52% 1.990%
20 12.886 1071 1074 1078 rBvV2 75763 128290 44.07% 3.893%
21 13.178 1094 1097 1102 rBV2 7687 14803 5.08% 0.449%
22 14.269 1180 1183 1186 rBV 137276 197046 67.69% 5.979%
23 14.332 1186 1188 1192 rW 14882 22737 7.81% 0.690%
24 14.434 1193 1196 1200 rVB 5059 7747  2.66%  ©0.235%
25 14.523 1200 1203 1207 rBV3 1908 4332  1.49% 0.131%
26 15.322 1263 1266 1269 rBV 3928 6174 2.12% 0.187%
27 15.639 1288 1291 1295 rBV2 2444 5668 1.95% 0.172%
28 15.715 1295 1297 1299 rW 3664 6251 2.15% ©.190%
29 15.766 1299 1301 1306 rVB2 10622 17068 5.86% 0.518%
30 16.007 1317 1320 1322 rVB3 4692 7099 2.44% 0.215%
31 16.835 1385 1388 1391 rVB 2937 4503 1.55% 0.137%
32 17.018 1400 1403 1405 rBV 105272 160461 55.12% 4.869%
33 17.066 1405 1407 1410 rVWV 16639 26578 9.13% 0.807%
34 17.152 1411 1414 1418 rVB 5221 8737 3.00% 0.265%
35 17.711 1456 1460 1465 rBvV3 1389 3707 1.27% 0.112%
36 17.943 1477 1479 1483 rBV 3426 5393 1.85% 0.164%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16685.D

Acqg On : 02 Oct 2021 23:45

Operator : CG/JU

Sample : M3892-04 :
Misc : S-829-J-SO-3-3.5-092221

ALS Vvial : 53 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 19.063 1688 1696 1699 rBV 98665 131962 45.33% 4.004%
38 19.093 1699 1702 1710 rVB 60932 78517 26.97% 2.383%
39 19.242 1729 1732 1745 rVB3 3450 7181 2.47% 0.218%
40 19.460 1766 1776 1787 rBV 51787 75332 25.88% 2.286%
41 19.679 1814 1820 1836 rVB 84006 108545 37.29% 3.294%
42 20.006 1884 1886 1888 rBV 4952 6246 2.15% 0.190%
43 20.378 1919 1921 1923 rBV 2727 4446 1.53% 0.135%
44 20.474 1923 1930 1940 rVB3 10159 49085 16.86% 1.489%
45 20.920 1970 1972 1973 rBV 2596 3067 1.05% 0.093%
46 20.973 1974 1977 1980 rVWW 34579 60193 20.68% 1.827%
47 21.090 1980 1988 1992 rVvv3 25117 133174 45.75% 4.041%
48 21.164 1993 1995 1998 rVV 32988 64187 22.05% 1.948%
49 21.228 1998 2001 2003 rVV2 163248 291118 100.00% 8.834%
50 21.270 2003 2005 2011 rVB 45017 66211 22.74% 2.009%
51 21.674 2040 2043 2047 rBV2 4730 8351 2.87% 0.253%
52 21.875 2057 2062 2065 rBV2 65204 106592 36.61% 3.235%
53 22.003 2071 2074 2077 rVB 35803 50524 17.36% 1.533%
54 22.109 2081 2084 2088 rVB3 7807 12294 4.22% 0.373%
55 22.226 2093 2095 2099 rVWV 6037 19609 6.74% 0.595%
56 22.321 2101 2104 2106 rVWW 9378 22285 7.65% 0.676%
57 22.396 2106 2111 2112 rVB 26893 51081 17.55% 1.550%
58 22.807 2219 2229 2235 rBV 32863 61507 21.13% 1.866%
59 22.848 2237 2241 2251 rVB2 27752 43537 14.96% 1.321%
60 22.978 2273 2279 2303 rVB2 5070 10167 3.49% 0.309%
61 23.286 2361 2369 2385 rVB 11491 21023 7.22% 0.638%
62 23.382 2387 2397 2405 rBV 23136 46351 15.92% 1.407%
63 23.481 2415 2426 2464 rVB 111127 229041 78.68% 6.950%
64 24.084 2593 2602 2618 rVB 9465 18571 6.38% 0.564%
65 24.186 2622 2632 2652 rBV 10379 31633 10.87% 0.960%
66 24.857 2818 2828 2855 rVB 8044 19800 6.80% 0.601%
67 25.466 2996 3006 3015 rBV4 1185 3251 1.12% 0.099%
68 25.768 3076 3094 3121 rBV3 21483 75679 26.00% 2.296%
69 26.456 3278 3295 3333 rVB 12457 40584 13.94% 1.232%
70 26.825 3390 3403 3436 rVB3 2937 10633 3.65% 0.323%
71 27.483 3577 3595 3626 rVB3 6233 22415 7.70% 0.680%
Sum of corrected areas: 3295448
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Oct 2021 23:45
: CG/JU
: M3892-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
BNO16685.D

S-829-J-SO-3-3.5-092221

: 53  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

160000

140000

120000

100000

80000

60000

40000

20000

0

TIC: BN016685.D\data.ms

10.407

Time-->
Abundance

160000

140000

120000
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80000

60000

40000

20000

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
TIC: BN016685.D\data.ms

14.269

17.018
19.063

19.679
12.886

2.003

l066
152 1o 47,943

0
Time-->

Abundance
160000
140000
120000
100000
80000
60000
40000

20000

0
Time-->

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: BN016685.D\data.ms
21.p28

23.481

21.875

21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 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@16685.D

Acqg On : 02 Oct 2021 23:45

Operator : CG/JU

Sample : M3892-04 :
Misc : S-829-J-SO-3-3.5-092221

ALS vial : 53 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 Hydrogen isocyanate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.512 0.10 ng 24478 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrogen isocyanate 43 CHNO 000075-13-8 3
2 Hydrogen azide 43 HN3 007782-79-8 3
3 1,4-Butanediamine 88 C4H12N2 000110-60-1 3
4 Isobutane 58 C4H1ie 000075-28-5 2
5 Guanidine, methyl- 73 C2H7N3 000471-29-4 2
Abundance  Scan 47 (3.512 min): BN016685.D\data.ms (-44) (-) m/z 43.00 100.00%
43.0
5000 L
T
H 580 710 88.0 3.20 3.40 3.60 3.80
Obrrrprrrrprerr e b ot e ot e M/Z 44,08 20.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #74: Hydrogen isocyanate
43.0
5000 L L L BN B R
3.20 3.40 3.60 3.80
29.0 m/z 42.00 14.62%
15.0 ‘ ‘
O H\‘\\‘\\‘H}‘\“\H\‘H‘\\‘HH‘\\H’\H\‘HH‘\H\’\H\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #77: Hydrogen azide
43.0
T
3.20 3.40 3.60 3.80
5000 15.0 ITI/Z 88.00 3.05%
28.0
0 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2212: 1,4-Butanediamine T
30.0 3.20 3.40 3.60 3.80
m/z 71.00 1.97%
5000
43.0
59.0
obrr 20 Ml il 880 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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@16685.D

Acqg On : 02 Oct 2021 23:45

Operator : CG/JU

Sample : M3892-04 :
Misc : S-829-J-SO-3-3.5-092221

ALS vial : 53 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 beta-Alanine amide Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.825 0.05 ng 11062 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 beta-Alanine amide 88 C3H8N20 004726-85-6 5
2 Acetic acid, methyl ester 74 C3H602 000079-20-9 5
3 Acetamide, oxime 74 C2H6N20 022059-22-9 4
4 0-Methylisourea 74 C2H6N20 002440-60-0 3
5 1-Propyne, 3-chloro- 74 C3H3Cl 000624-65-7 3
Abundance  Scan 81 (3.825 min): BN016685.D\data.ms (-78) (-) m/z 43.00 100.00%
T \I\MM
5000
740 \\\\‘\\\\‘\\\\‘\\\\‘\\\
88.0 3.60 3.80 4.00 4.20
Obrrrrrr e e O m/z 42.00 51.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2197: beta-Alanine amide
30.0 43.0
5000 59.0 R e RERmnma
3.60 3.80 4.00 4.20
m/z 74.00 23.91%
0 15.0 J A, ‘ FO 88.0
H\‘\H\‘HH \H\‘H\\‘HH‘\\H’\H\‘HH‘\H\’\H\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #946: Acetic acid, methyl ester
43.0
R RRAREEE S
3.60 3.80 4.00 4.20
5000 m/z 71.00 8.13%
74.0
150 29.0 59‘-0
O bbb e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #887: Acetamide, oxime AR A Ramma
42.0 3.60 3.80 4.00 4.20
m/z 44.00 5.21%
74.0
5000
55.0
Y 1 O T M A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16685.D

Acqg On : 02 Oct 2021 23:45

Operator : CG/JU

Sample : M3892-04 :
Misc : S-829-J-SO-3-3.5-092221

ALS vial : 53 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 Butane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.821 0.30 ng 70543  1,4-Dichlorobenzene-d4 7.643

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): BN016685.D\data.ms (-185) (-) m/z 43.00 100.00%
43.0
5000 L
R EAREEEE S
58.0 4.60 4.80 5.00 5.20
b b 290 20 myz 5800 16.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #265: Butane
43.0
5000 L B R B R B B
29.0 4.60 4.80 5.00 5.20
58.0 m/z 42.00 4.39%
2o Il
O\\\‘\\‘\\‘\\\\‘H\}i\}\\i\\\‘\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #242: Acetone
43.0
R EAREEEE S
4.60 4.80 5.00 5.20
5000 m/z 44.00 2.37%
°8.0 \\&MV\J\\/\W

miz--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #255: Ethene, methoxy- R EAREEEE S

15.0 4.60 4.80 5.00 5.20

58.0 o

280 430 m/z 71.00 0.44%

- WM/\J\\A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20

8270-SIM-BN100121.M Mon Oct 04 18:56:49 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16685.D

Acqg On : 02 Oct 2021 23:45

Operator : CG/JU

Sample : M3892-04 :
Misc : S-829-J-SO-3-3.5-092221

ALS vial : 53 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 Isobutane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.042 0.05 ng 11561 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 4
2 Hydrogen azide 43 HN3 007782-79-8 4
3 Butane 58 C4H1e 000106-97-8 3
4 Hydrogen isocyanate 43 CHNO 000075-13-8 2
5 Methoxyacetonitrile 71 C3H5NO 001738-36-9 2
Abundance Scan 213 (5.042 min): BN016685.D\data.ms (-210) (-) m/z 43.00 100.00%
3.0
A REma R o
71.0 4.80 5.00 5.20 5.40
ol e e e e 2228 m/z 5800 6.14%
miz--> 0O 20 40 60 80 100 120 140
Abundance #269: Isobutane
43.0
5000 LB L B I IR L B
4.80 5.00 5.20 5.40
m/z 42.00 5.86%
15.0 ‘ ‘
O\‘\\\‘\‘\‘”\\“i}\\\”‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 20 40 60 80 100 120 140
Abundance #77: Hydrogen azide
43.0
A REma R o
4.80 5.00 5.20 5.40
5000 15.0 ITI/Z 71.00 3.20%
0 “f““ﬁ\ﬁwj\m\y\xNVj
miz--> 0O 20 40 60 80 100 120 140
Abundance #264: Butane e EEREER TR
43.0 4.80 5.00 5.20 5.40
m/z 44.00 2.79%
5000 NAMwwf\vvvﬁ\Avf\V\%MH
15.0 ‘ ‘ ‘
0“”“““Hilmu‘HH‘HH‘HH‘HH‘HH R RREEEnsmsnma
m/z--> 0 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@16685.D

Acqg On : 02 Oct 2021 23:45

Operator : CG/JU

Sample : M3892-04 :
Misc : S-829-J-SO-3-3.5-092221

ALS vial : 53 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 3-Hexanone, 2,5-dimethyl-4-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.938 0.08 ng 17852 1,4-Dichlorobenzene-d4 7.643

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanone, 2,5-dimethyl-4-nitro- 173 C8H15N03 059906-54-6 9
2 Butane 58 C4Hie 000106-97-8 4
3 1-Hexene, 3,4,5-trimethyl- 126 CO9H18 056728-10-0 4
4 2-Furancarboxylic acid, 2-tetrah... 196 C10H1204 004623-04-5 4
5 Cyclopropanemethanol, .alpha.-bu... 128 C8H160 004379-16-2 4
Abundance Scan 527 (7.938 min): BN016685.D\data.ms (-523) (-) m/z 43.00 100.00%
43.0
5000 71.0
93.0
R RARAREEES S
‘ 112.0 7.60 7.80 8.00 8.20 .
o4+ttt m/z 71.00 50.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #48625: 3-Hexanone, 2,5-dimethyl-4-nitro-
43.0
71.0
5000 L LN B B R R
7.60 7.80 8.00 8.20
m/z 93.00 34.97%
0 Ll \“ . 1020 1270 171.0
\\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #262: Butane
43.0
e EARAREEES SR
7.60 7.80 8.00 8.20
5000 m/z 95.00 17.52%
it 19|
ottt oo
miz--> 20 40 60 80 100 120 140 160
Abundance #13226: 1-Hexene, 3,4,5-trimethyl- e EARAREEES S
43.0 7.60 7.80 8.00 8.20
71.0 m/z 58.00 14.50%
5000
98.0
ob 230 by L 1260 S——
m/z--> 20 40 60 80 100 120 140 160 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@16685.D

Acqg On : 02 Oct 2021 23:45

Operator : CG/JU

Sample : M3892-04 :
Misc : S-829-J-SO-3-3.5-092221

ALS vial : 53 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 Propane, 1-isothiocyanato- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.191 0.13 ng 57720 Naphthalene-d8 10.407
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1-isothiocyanato- 101 C4H7NS 000628-30-8 5

2 3H-1,2,4-Triazole-3-thione, 1,2-... 101 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 3-Aminopropionitrile 70 C3H6N2 000151-18-8 4

Abundance Scan 716 (10.191 min): BN016685.D\data.ms (-713) (-) m/z 101.00 100.00%

101.0
5000 42.0
77.0
RE ERRaEE e
129.0 9.8010.0010.2010.40
O et e e 2220 m/z 42.00 44.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4552: Propane, l-isothiocyanato-
43.0 101.0
72.0
5000 L B B
9.8010.0010.2010.40
m/z 77.00 35.40%
O' ‘\\‘}“1\\”\“\‘\\\\‘h\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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
I
42 9.8010.0010.2010.40
5000 0 m/z 95.00  9.37%
73.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4525: 2-Oxazolidinone, 3-methyl- R AR R
101.0 9.8010.0010.2010.40
m/z 99.00 7.50%
42.0
5000
15.0
| 41730 |
O e el b e e e i
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@16685.D

Acqg On : 02 Oct 2021 23:45

Operator : CG/JU

Sample : M3892-04 :
Misc : S-829-J-SO-3-3.5-092221

ALS vial : 53 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 1,3-Dioxolane, 2-(2-bromoph... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

20.474 0.07 ng 49085 Chrysene-d12 21.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(2-bromophenyl)- 228 C9H9Bro02 034824-58-3 9

2 2-Cyclopropyl-1H-indole, TMS 229 C14H19NSi 1000494-09-0 9
3 1,3-Dioxolane, 2-(3-bromophenyl)- 228 C9H9Bro02 017789-14-9 7
4 2-Chloro-6-phenoxybenzonitrile 229 C13H8CINO 1000340-54-1 7
5 N-(4,6-Dimethyl-2-pyridinyl)-2-p. 240 C15H16N20 127722-57-0 5

Abundance Scan 1930 (20.474 min): BN016685.D\data.ms (-1923) (-  m/z 122.00 100.00%

122.0 '
91.0
5000
229.0
P
167.0 20.50
200.
279.( o
0 \\\\\11\‘\1\“)\\ m/z 91.00 57.16%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109890: 1,3-Dioxolane, 2-(2-bromophenyl)-
73.0
5000 T
229.0 20.50
8.0 149.0 Jgc m/z 229.00  37.49%
N .
O \H‘H‘H“‘H\H““H\H\“‘HH‘HH“HH’\}‘\‘N‘HHH‘\H\‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #110459: 2-Cyclopropyl-1H-indole, TMS
73.0
P
229.0 20.50
5000 ITI/Z 228.00 17.79%
1560 ZOTO
430 1
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109889: 1,3-Dioxolane, 2-(3-bromophenyl)- ——
73.0 20.50
227.0 ITI/Z 149.00 16.70%
5000
149.0 183.0
1050
m/z--> 20 40 60 80 100120140160180200220240260280 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16685.D

Acqg On : 02 Oct 2021 23:45

Operator : CG/JU

Sample : M3892-04 :
Misc : S-829-J-SO-3-3.5-092221

ALS vial : 53 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 1,2,3-Benzenetriol, triacetate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.973 0.08 ng 60193 Chrysene-d12 21.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2,3-Benzenetriol, triacetate 252 C12H1206 000525-52-0 4
2 1,2,4-Benzenetriol, triacetate 252 C12H1206 000613-03-6 4
3 Phloroglucinol triacetate 252 C12H1206 002999-40-8 4
4 (6S,12aR,E)-2,2-Dimethyltetrahyd... 236 C14H24N20 155975-43-2 4
5 N-[[6-Cyclooctylaminohexyl]aziri... 252 C16H32N2 1010256-12-1 4

Abundance Scan 1977 (20.973 min): BN016685.D\data.ms (-1974) (-  m/z 126.00 100.00%
126.0
5000
167.0
=
91.0 2290 79 21.00
0t e 5 m/z 167.00 0 27.48%
m/z--> 0 50 100 150 200 250
Abundance #137521: 1,2,3-Benzenetriol, triacetate
126.0
5000 43.0 168.0 T
21.00
210.0 m/z 229.00 5.36%
800 | | 2520
O ‘ T T T T [ T T \. T ‘ T T T T ‘ T T T T ‘ \‘ T T T ‘ T T T
miz--> 0 50 100 150 200 250
Abundance #137518: 1,2,4-Benzenetriol, triacetate
126.0
—
43.0 21.00
5000 m/z 252.00 5.13%
168.0
‘ 80.0 i 252.0
ot
miz--> 0 50 100 150 200 250
Abundance #137513: Phloroglucinol triacetate T
43.0 126.0 21.00
m/z 91.00 4.,22%
5000
168.0
210.0
ol130 | 850 | ‘ | 2520
et e
m/z--> 0 50 100 150 200 250 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16685.D

Acqg On : 02 Oct 2021 23:45

Operator : CG/JU

Sample : M3892-04 :
Misc : S-829-J-SO-3-3.5-092221

ALS vial : 53 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 Pyrazinamine, 3,4,5,6-tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.090 0.18 ng 133174 Chrysene-d12 21.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrazinamine, 3,4,5,6-tetrahydro... 202 C11H14N4 035975-20-3 9

2 2,12-Dimethylidenecyclododecan-1... 206 C14H220 069915-61-3 7

3 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20ON2 000140-28-3 7
4 Formamide, N-(2,4-dimethylphenyl)- 149 C9H11NO 060397-77-5 5

5 1,5-Benzoxazepine, 2,3,4,5-tetra... 149 C9H11NO 007160-97-6 5

Abundance Scan 1988 (21.090 min): BN016685.D\data.ms (-1980) (- m/z 91.00 100.00%

91.0
203.0
120.0
5000 149.0
21.00 |
‘ 244.0 !
om_m_m_m_HWWm_H‘,‘HW‘;‘mW‘w:m,?]?ﬂ m/z 203.00  70.25%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #77568: Pyrazinamine, 3,4,5,6-tetrahydro-6-imino-4-(phe
91.0
120.0
5000{  42.0 — :
21.00
‘ 202.0 m/z 120.00  54.54%
O\\\‘\\H‘H!\\\‘\‘\‘H‘!\!\‘H‘\\‘\\\‘\‘\H\’\\\‘\‘\H\“H\\‘\\H‘\H\’\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82768: 2,12-Dimethylidenecyclododecan-1-one
41.0
T \
21.00
5000 109.0 m/z 122.00  49.48%
79.0
L)) e e
Om“!u e ‘m‘“‘m"“",u"“m‘““HWHWH,HHW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123892: 1,2-Ethanediamine, N,N'-bis(phenylmethyl)- P ‘
91.0 21.00
m/z 149.00 46.14%
120.0
5000
0 390 | | | 149.0179.0209.0 240.0
R R e e
m/z--> 20 40 60 80 100120140160180200220240260280 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16685.D

Acqg On : 02 Oct 2021 23:45

Operator : CG/JU

Sample : M3892-04 :
Misc : S-829-J-SO-3-3.5-092221

ALS vial : 53 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 acetamide, N-[5-(aminosulfo... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.875 0.15 ng 106592 Chrysene-d12 21.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 acetamide, N-[5-(aminosulfonyl)-... 244 C9H12N204S 1000401-26-6 9
2 5H-Dibenz[b,f]azepine, 3-chloro-... 229 C14H12CIN 032943-25-2 9

3 Acetamide, N-[4-(aminosulfonyl)-... 244 C9H12N204S 1000107-07-5 9
4 2-Propenoic acid, 2-cyano-3-[4-(... 244 C14H16N202 1000115-72-8 9
5 2-Hydroxy-3,4-tetramethylene-6-m... 229 C14H15N02 004562-57-6 9

Abundance Scan 2062 (21.875 min): BN016685.D\data.ms (-2057) (- m/z 229.00 100.00%
229.0

-

5000
126.0
91.0 167.0 200.0 21.50 22.00
Ol e el bl 2794 sz 202,00 67.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #128815: acetamide, N-[5-(aminosulfonyl)-2-methoxyphe
202.0 2440
43.0
5000 — —
79.0 123.0 21.50 22.00
m/z 228.00 52.34%
O ”’ “\H‘\\H‘\\

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #110337: 5H-Dibenz[b,flazepine, 3-chloro-10,11-dihydro-
229.0

%

21.50 22.00
5000 m/z 244.00  40.99%
194.0

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #128814: Acetamide, N-[4-(aminosulfonyl)-2-methoxyphe

0

202.0 21.50 22.00
43.0 244.0 m/z 203.00 29.81%
5000 138.0
92.0
miz--> 20 40 60 80 100120 140160 180 200220 240 260 280 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16685.D

Acqg On : 02 Oct 2021 23:45

Operator : CG/JU

Sample : M3892-04 :
Misc : S-829-J-SO-3-3.5-092221

ALS vial : 53 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 5-bromo-2-hydroxy-4,6-dimet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.003 0.07 ng 50524 Chrysene-d12 21.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-bromo-2-hydroxy-4,6-dimethylni... 226 C8H7BrN20 1000472-47-7 9
2 2-(para-Chlorobenzyl)-pyridine 203 C12H1eCIN 004350-41-8 9

3 3-[(Difluoromethyl)sulfanyl]anil... 203 C9H11F2NS 1000505-37-1 7
4 1H-Pyrimidin-2-one, 4-[N'-(1-pyr... 229 C11H11IN50 1000304-67-8 7
5 2-Chloro-5-(methylthio)benzoic acid 202 C8H7C102S 051546-12-4 7

Abundance Scan 2074 (22.003 min): BN016685.D\data.ms (-2071) (- m/z 202.00 100.00%

202.0
5000
‘ 22.00 |
120.0 ‘244.0 :
o‘H_H‘_HWH‘WHH_‘HwHﬁégfuu_‘HMHwwuqhu,??%$ m/z 203.00  56.74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107439: 5-bromo-2-hydroxy-4,6-dimethylnicotinonitrile
119.0
228.0
5000 ——
42.0 76.0 197.0 22.00
' m/z 229.00 28.03%
o
O \\\‘\“\H \\‘f“‘\\‘H\‘\‘H\\“‘\\M‘\HH\"\\\\‘\‘H\ ‘H\\‘\UH‘\H\’\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #78700: 2-(para-Chlorobenzyl)-pyridine
202.0
T 1
167.0 22.00
5000 ITI/Z 228.00 23.48%
510 270 1250
0 \\\‘\\u“u“;\“\HH\“L\‘ww‘u\\‘\‘uu‘i\u\,\‘h\‘\u\“‘uwm‘\m,\m‘u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #79164: 3-[(Difluoromethyl)sulfanyl]aniline, N,N-dimethyl- = |
208.0 22.00
m/z 226.00 16.05%
5000 108.0 152.0
51.0 ‘
o0 ‘HLNNMNWHHJHWHHMHWHHM‘ —
m/z--> 20 40 60 80 100120140160180200220240260280 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16685.D

Acqg On : 02 Oct 2021 23:45

Operator : CG/JU

Sample : M3892-04 :
Misc : S-829-J-SO-3-3.5-092221

ALS vial : 53 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 2-Cyclopropyl-1H-indole, TMS Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.396 0.09 ng 51081 Perylene-di2 23.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclopropyl-1H-indole, TMS 229 C14H19NSi 1000494-09-0 9
2 1,3-Dioxolane, 2-(3-bromophenyl)- 228 C9H9Bro02 017789-14-9 7
3 1,3-Dioxolane, 2-(2-bromophenyl)- 228 C9H9Bro02 034824-58-3 7
4 [1,2,4]Triazolo[4,3-b]pyridazin-... 229 C11H11N50 1000338-08-6 4
5 Benzene, 1-methoxy-3-methyl- 122 C8H100 000100-84-5 4

Abundance Scan 2111 (22.396 min): BN016685.D\data.ms (-2106) (-  m/z 122.00 100.00%

122.0
5000 91.0
229.0 T T T
22.00 22.50
‘ 1670 209.0 \‘ 279.( 8
om_HWWm_HWWW‘,mwmwwwww,”w m/z 91.60  48.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #110459: 2-Cyclopropyl-1H-indole, TMS
73.0
229.0
5000 — I
22.00 22.50
156.0 200.0 m/z 229.00 19.24%
43,0 l T
O\\\‘\\H“H\‘\“‘\\\‘\‘\\f\‘H\\‘\\H‘\H‘!"\\“\‘\“1‘\\\hlH\\‘\\‘H‘\H\’\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109892: 1,3-Dioxolane, 2-(3-bromophenyl)-
73.0
— o
22.00 22.50
5000 221.0 m/z 149.00  14.27%
149.0
183.0
il B |
ol e e b
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109890: 1,3-Dioxolane, 2-(2-bromophenyl)- — T
73.0 22.00 22.50
m/z 202.00 12.26%
5000 229.0
28.0 149.0 185
N i PO
SN P V0 OO AR S i P \ P S
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@16685.D

Acqg On : 02 Oct 2021 23:45

Operator : CG/JU

Sample : M3892-04 :
Misc : S-829-J-SO-3-3.5-092221

ALS vial : 53 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 TIsopropylphosphonic acid, d... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

24.186 0.06 ng 31633 Perylene-di2 23.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylphosphonic acid, dicylc... 260 C13H2503P 1000273-18-4 3
2 (S,E)-6-Hydroxy-6-methyl-2-((2S,... 252 C15H2403 088243-64-5 3

3 2-Aminoresorcinol 125 C6H7NO2 003163-15-3 2
4 2-Amino-4-hydroxy-6-methylpyrimi... 125 C5H7N30 003977-29-5 2

5 2(1H)-Pyrimidinone, 4-amino-5-me... 125 C5H7N30 000554-01-8 2

Abundance Scan 2632 (24.186 min): BN016685.D\data.ms (-2622) (-  m/z 125.00 100.00%

125.0
5000

2520 2400 2450
O e e e e M/Z 252.08 0 1.92%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #147875Isomoprhosphomcacm dicylcopentyl ester
25.0
5000 41.0 I — I —
24.00 24.50

m/z 264.00 1.29%

69.0
O \H‘HHH‘\HH\"\‘H\\‘\\H‘\‘”H‘\‘\H‘\\%6’%9‘]-\9\\2\‘()\\2\2\‘0\9\‘\2\?8’\(\)\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #138202: (S,E)-6-Hydroxy-6-methyl-2-((2S,5R)-5-methyl-
43.0 113.0
85 24 00 24 50
5000 ' ITI/Z 265.00 1.19%
| T 1930 2370
O‘H_UJNNNJ ‘HLJHNHWHM‘HHMNMHHV‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #12320: 2-Aminoresorcinol —— —
125.0 24.00 24.50

m/z 253.00 0.98%

. MJ\A\V\
52.0

‘ ‘ 96.0
150, 4 . | |

m/z--> 20 40 60 80 100120140160180 200220240260 24.00 24.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100121\
Data File : BN@16685.D

Acqg On : 02 Oct 2021 23:45
Operator : CG/JU

Sample : M3892-04

Misc :

ALS Vvial : 53 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|
Hydrogen isocya... 3.512 0.1 ng 24478 1 7.643 94584 0.4
beta-Alanine amide  3.825 0.0 ng 1162 1 7.643 94584 0.4
Butane 4.821 0.3 ng 70543 1 7.643 94584 0.4
Isobutane 5.042 0.0 ng 11561 1 7.643 94584 0.4
3-Hexanone, 2,5... 7.938 0.1 ng 17852 1 7.643 94584 0.4
Propane, 1-isot... 10.191 0.1 ng 57720 2 10.407 173562 0.4
1,3-Dioxolane, ... 20.474 0.1 ng 49085 5 21.228 291118 0.4
1,2,3-Benzenetr... 20.973 0.1 ng 60193 5 21.228 291118 0.4
Pyrazinamine, 3... 21.090 0.2 ng 133174 5 21.228 291118 0.4
acetamide, N-[5... 21.875 0.1 ng 106592 5 21.228 291118 0.4
5-bromo-2-hydro... 22.003 0.1 ng 50524 5 21.228 291118 0.4
2-Cyclopropyl-1... 22.396 0.1 ng 51081 6 23.481 229041 0.4
Isopropylphosph... 24.186 0.1 ng 31633 6 23.481 229041 0.4
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