LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124747.D

Acqg On : 24 Jul 2021 14:56
Operator : JU/CG

Sample : M3117-04

Misc :

ALS Vvial : 12 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: BF124747.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.14e 6 9 13 rBB 9324 9609 6.09% 0.986%
2 5.087 507 510 514 rBB 2924 2750 1.74% 0.282%
3 5.481 573 577 580 rBB 135842 119046 75.44% 12.220%
4 6.492 744 749 752 rBB 133774 124278 78.76% 12.757%
5 6.869 810 813 816 rBB 52233 35946 22.78%  3.690%
6 7.434 904 909 911 rBB 92400 81803 51.84% 8.397%
7 8.051 1011 1014 1017 rBB 25799 18355 11.63% 1.884%
8 8.151 1028 1031 1034 rBB 65696 47566 30.14%  4.883%
9 9.228 1210 1214 1217 rBV 211004 157802 100.00% 16.198%
10 9.904 1326 1329 1332 rBB 61292 47530 30.12% 4.879%
11 10.692 1460 1463 1466 rBB 89058 65980 41.81% 6.773%
12 11.392 1579 1582 1585 rBV 44380 33820 21.43% 3.472%
13 11.910 1668 1670 1672 rBB 11486 7825 4.96% 0.803%
14 12.604 1785 1788 1790 rBB 3628 2625 1.66% 0.269%
15 12.698 1802 1804 1806 rBB 4981 3393 2.15% 0.348%
16 12.833 1824 1827 1829 rBB 4162 2839 1.80% 0.291%
17 12.974 1848 1851 1854 rBV 115002 97433 61.74% 10.001%
18 13.451 1929 1932 1934 rBB 19613 14650 9.28% 1.504%
19 13.880 2000 2005 2013 rBV2 5110 9282 5.88% 0.953%
20 14.027 2025 2030 2033 rBvV 35017 30518 19.34%  3.133%
21 14.804 2158 2162 2166 rVB 2409 3199 2.03% 0.328%
22 15.062 2203 2206 2208 rBV2 2701 2514 1.59% 0.258%
23 15.145 2217 2220 2225 rVB2 2833 3287 2.08% 0.337%
24 15.368 2255 2258 2262 rBV3 1532 2413 1.53% 0.248%
25 15.498 2277 2280 2283 rBV 21717 25472 16.14%  2.615%
26 15.533 2283 2286 2289 rVB2 3098 3526 2.23% 0.362%
27 15.739 2317 2321 2325 rBV2 1381 2150 1.36% 0.221%
28 15.968 2355 2360 2366 rVB 4235 6414 4.06% 0.658%
29 16.045 2369 2373 2378 rBV3 1404 2807 1.78% 0.288%
30 16.474 2442 2446 2450 rBv2 3871 6211 3.94% 0.638%
31 17.080 2542 2549 2553 rBV2 1777 3164 2.01% 0.325%

Sum of corrected areas: 974207

8270-BF072221.M Mon Jul 26 11:31:46 2021 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Jul 2021 14:56
: M3117-04

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
BF124747.D

Ju/CaG

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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13.880 14.804151662455_3@4&3@5,7391513@5 16.474
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124747.D

Acq On : 24 Jul 2021 14:56
Operator : JU/CG

Sample : M3117-04

Misc :

ALS vial : 12  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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.140 5.35 ng 9609 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 Isobutylamine 73 C4H11N 000078-81-9 7
3 1-Pentanamine 87 C5H13N 000110-58-7 4
4 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 4
5 2-Pentanol, acetate 130 C7H1402 000626-38-0 4

Abundance Scan 9 (2.140 min): BF124747.D\data.ms (-6) (-) m/z 73.10 100.00%

73.1
43.0
5000
55.0 87.0
AR RARRARRRY
‘ ‘ ‘ 2.202.302.402.50
0“_“‘_“w“HM‘H“H“_“W“H“H“H“_“w m/z 43.00 60.35%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 L R B BN BB B
43,0 5.0 2.202.302.402.50
87.0 m/z 55.00 34.19%
27.0 ‘
O\\‘\\H‘\Hm“{\H‘i1\‘\\‘\‘\1‘\“H\\H\lu‘uu‘uu‘\.u\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #861: Isobutylamine
30.0
RN EaamsRsZEEEEE
2.202.302.402.50
5000 m/z 87.00 27.87%
73.0
oh. 180 430 850 7
e e e e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2140: 1-Pentanamine R AREREREEEEES SR
30.0 2.202.302.402.50
m/z 41.00 23.69%
5000
18.0 410 550 87‘-0
Ot e e e e R e R RaRR
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72421\
Data File : BF124747.D

Acq On : 24 Jul 2021 14:56

Operator Ju/caG

Sample : M3117-04

Misc

ALS vial : 12  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 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.051 7.72 ng 18355 Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 45
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 42
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 42

5 Ethanol, 2-[2-(2-methylpropoxy)e... 162

Abundance Scan 1014 (8.0
45

A

C8H1803

51 min): BF124747.D\data.ms (-1011) (-)

018912-80-6 40

m/z 45.10 100.00%

5000
R R A
| 750 1011 7.80 8.00 8.20 8.40
ol njz s7.10 87.89%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B I L I LN B
29.0 7.80 8.00 8.20 8.40
750 m/z 41.18  45.36%
Ot T \‘H“\‘ T “ ‘H‘\ \‘!‘HH\ \‘1“\“ ! ‘\‘ \1\0}0‘.\0\1\1\6.‘0\1\3\2.\0‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
R R
7.80 8.00 8.20 8.40
5000 m/z 43.10 15.97%
41.0
75.0
ool Ul paee
miz--> 20 40 60 80 100 120 140
Abundance #15775: Butane, 1-(1-methylpropoxy)- B AREESEE R
57.0 7.80 8.00 8.20 8.40
m/z 75.00 12.90%
5000
41.0
101.0
ol 250 | | 730 130.0
e T R T R L o I A TR e R R
m/z--> 20 40 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72421\
Data File : BF124747.D

Acq On : 24 Jul 2021 14:56

Operator Ju/caG

Sample : M3117-04

Misc :

ALS vial : 12  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
TIC Integration Parameters:

: C:\Database\NIST20.L
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 n-Decanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.910 4.63 ng 7825  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 53
2 8-Methylnonanoic acid 172 C10H2002 005963-14-4 53
3 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 38
4 Undecanoic acid 186 C11H2202 000112-37-8 36
5 2-Deoxy-D-glucose 164 C6H1205 000154-17-6 36

Abundance Scan 1670 (11.910 min): BF124747.D\data.ms (-1668) (1 m/z 41.00 100.00%
41,0
5000
30 129.0
213.1 T
‘ 12.00
ob— it m/z 43.10  93.75%
mlz--> 50 100 150 200 250 300 350
Abundance #46964: n-Decanoic acid
60.0
5000 129.0 12100
m/z 60.00 75.82%
‘ 172.0
O\‘\“‘“‘“\h\“"‘u\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #46984: 8-Methylnonanoic acid
430 129.0
t—
12.00
5000 ITI/Z 73.00 70.49%
87.0
oLl il 20
miz--> 50 100 150 200 250 300 350
Abundance #170061: Decanoic acid, silver(1+) salt b
3.0 12.00
m/z 57.00 60.57%
155.0
5000
29. 115.
ol WN\M ‘ 2170 279.0 330.0 387
el e B S e H
m/z--> 50 100 150 200 250 300 350 12.00

8270-BF072221.M Mon Jul 26 11:31:49 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124747.D

Acq On : 24 Jul 2021 14:56
Operator : JU/CG

Sample : M3117-04

Misc :

ALS vial : 12  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 unknownl2.698 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.698 2.01 ng 3393  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoamyl nitrite 117 C5H11NO2 000110-46-3 9
2 Isobutyramide, N-propyl- 129 C7H15NO 1000407-08-5 7
3 N-(3-Methylbutyl)acetamide 129 C7H15NO 013434-12-3 5
4 Acetic acid 60 C2H402 000064-19-7 4
5 Neopentyl isothiocyanate 129 C6H11INS 000597-97-7 4
Abundance Scan 1804 (12.698 min): BF124747.D\data.ms (-1802) (. m/z 43.00 100.00%
43.0
0.0
5000
129.0
— —
12.50 13.00
Ot e e e e e m/z 55.00 79.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9631: Isoamyl nitrite
41.0 57.0
5000 — —
. 71.0 12.50 13.00
' m/z 60.00 68.64%
O \\\\‘1}\\\‘8\?{.\()‘H\J-\O‘\Z\.\()\‘]\-\J-ZE\O\H‘H\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14858: Isobutyramide, N-propyl-
43.0
— —
12.50 13.00
5000 m/z 41.00 65.09%
71.0 1290
27.0 86.0
0 ‘ | | ‘\ ‘ 5Z\'O . ‘ ‘ . 109'0114'0 .
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14869: N-(3-Methylbutyl)acetamide — ——
30.0 12.50 13.00
m/z 73.00 59.96%
5000
44.0 73.0
0 s T 59.0 H gr.0 11401290
e e e e e — —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124747.D

Acq On : 24 Jul 2021 14:56
Operator : JU/CG

Sample : M3117-04

Misc :

ALS vial : 12  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 unknownl3.880 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.880 6.08 ng 9282 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Fluorononane 146 CSOH19F 000463-18-3 9

2 2-Hexenal, (E)- 98 C6H100 006728-26-3 9

3 2,3-Anhydro-d-mannosan 144 C6H804 1000129-98-0 9
4 Bis(2-ethylhexyl) methylphosphonate 320 C17H3703P 1000298-35-3 9
5 trans-2-Methylcyclohexanol, 2-me... 184 C11H2002 1000447-34-0 9

Abundance Scan 2005 (13.880 min): BF124747.D\data.ms (-2000) (- m/z 43.10 100.00%

43.1
71.0 97.1
5000
13.50 14.00
0 e e e e e m/z 57.00 7.79%
m/z--> 20 40 60 80 100 120 140
Abundance #25730: 1-Fluorononane
43.0
5000 T
70.0 13.50 14.00
97.0
m/z 55.00 95.31%
i n NN
O\\\‘\‘}\\MH\\” T \1‘\\“\\\\}2\6\0\\}4\6\9
m/z--> 20 40 100 120 140
Abundance #3573. 2—Hexenal, (E)-
41.0 69.0
13.50 14.00
5000 ITI/Z 41.00 83.85%
98.0
o S “H “‘:M u‘lw S R —
m/z--> 20 40 60 80 100 120 140 A A I
Abundance #23779: 2,3-Anhydro-d-mannosan “ =
41.0 71.0 97.0 13.50 14.00
m/z 97.10 63.15%
5000
ol L L amonese
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124747.D

Acq On : 24 Jul 2021 14:56
Operator : JU/CG

Sample : M3117-04

Misc :

ALS vial : 12  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 unknownl4.804 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.804 2.51 ng 3199 Perylene-di12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenamide 71 C3H5NO 000079-06-1 4
2 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 3
3 Propane, 1-bromo-2-methyl- 136 C4H9Br 000078-77-3 2
4 Ethyl isocyanide 55 C3H5N 000624-79-3 1
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 1
Abundance Scan 2162 (14.804 min): BF124747.D\data.ms (-2158) (- m/z 55.10 100.00%
55.1
71.1
5000
— s
14.50 15.00
-] m/z 71.10 69.39%
miz-> 20 40 60 80 100 120 140
Abundance #677: 2-Propenamide
71.0
44.0
5000 [ ——
27.0 14.50 15.00
m/z 57.05 68.29%
0 \\\‘\‘H‘\\i“\‘\‘“‘i‘\\u\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #684: Cyanic acid, ethyl ester
29.0
— A
56.0 14.50 15.00
m/z 41.10 47.25%
5000 710 /
0 ““NH“ym“““H“ T T
miz--> 20 40 60 80 100 120 140
Abundance #18336: Propane, 1-bromo-2-methyl-
57.0 14.50 15.00
m/z 43.05 29.36%
41.0
5000
0 26\.b It 93.0 121.0137.0
B L e e AT — ——
m/z--> 20 40 60 80 100 120 140 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124747.D

Acq On : 24 Jul 2021 14:56
Operator : JU/CG

Sample : M3117-04

Misc :

ALS vial : 12  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 7 unknownl5.145 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.145 2.58 ng 3287 Perylene-di12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutanone, oxime 85 C4H7NO 002972-05-6 7
2 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4
3 Azetidine, 1-methyl- 71 C4HON 004923-79-9 4
4 Azetidine, 2-methyl- 71 C4HON 019812-49-8 4
5 S5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
Abundance Scan 2220 (15.145 min): BF124747.D\data.ms (-2217) (-, 57.00 100.00%
57.0
41.1
71.0
85.1
5000
15.00 15.50
-1+ 41.10 84.53%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1747: Cyclobutanone, oxime
57.0
85.0
41.0
5000
28.0 15.00 15.50
m/z 43.05 79.79%
I ‘ ), 870
O\\\‘\\\\‘\\\‘i\\\\‘!\‘1\i"\‘!}‘\\“}‘\\\\‘\}}\‘\\
miz--> 10 20 30 40 50 60 70 80
Abundance #1788: 1H-Tetrazol-5-amine
28.0
—— —
15.00 15.50
57.0 m/z 71.00  72.74%
5000 85.0
42.0
0 | .
Ot e e e
miz--> 10 20 30 40 50 60 70 80
Abundance #700: Azetidine, 1-methyl- —— —
28.0 15.00 15.50
m/z 85.10 57.58%
42.0
5000
56.0 71.0
0 “w"“‘“whk“JJ‘M“‘wu‘_“‘lw“w“““‘ — —
m/z--> 10 20 30 40 50 60 70 80 90 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124747.D

Acq On : 24 Jul 2021 14:56
Operator : JU/CG

Sample : M3117-04

Misc :

ALS vial : 12  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 unknownl5.968 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.968 5.04 ng 6414  Perylene-d12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
2 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 4
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 4
5 2,2-Dimethylpropionic acid, 4-me... 186 C11H2202 150588-62-8 4

Abundance Scan 2360 (15.968 min): BF124747.D\data.ms (-2355) (- m/z 57.10 100.00%

57.1
5000 43.0 71.1
85.0
16.00
O T P T T e e e T T m/z 71.10 49.04%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1789: 5H-Tetrazol-5-amine
57.0
5000 LU
850 16.00

m/z 43.00 48.79%

42.0
69.0
O\\‘\\\\‘\\\\‘\\\\HM\\\’\\\i‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1790: 1H-Tetrazol-5-amine
57.0
28.0 T 7
16.00
5000 ITI/Z 69.10 41.59%
85.0
42.0
L
O e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4486: Pentane, 2,2-dimethyl-
57.0 16.00
m/z 41.00 40.67%
43.0
5000 850
29.0
15.0 H‘ ‘ 69.0
OF et et
m/z--> 10 20 30 40 50 60 70 80 90 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124747.D

Acq On : 24 Jul 2021 14:56
Operator : JU/CG

Sample : M3117-04

Misc :

ALS vial : 12  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 unknownl6.045 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.045 2.20 ng 2807 Perylene-di12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2,3,4,5-tetrahydro- 83 C5HON 000505-18-0 2
2 1-Azabicyclo[3.1.0]hexane 83 C5H9N 000285-76-7 2
3 Methane, isocyanato- 57 C2H3NO 000624-83-9 1
4 Azetidine 57 C3H7N 000503-29-7 1
5 Cyclobutanecarboxylic acid, pent... 164 C10H1202 1000299-13-0 1
Abundance Scan 2373 (16.045 min): BF124747.D\data.ms (-2369) (- m/z 55.00 100.00%
55.0
41.0 83.0
5000
e P L
16.00
Ol e e m/z 57.00 84.43%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1480: Pyridine, 2,3,4,5-tetrahydro-
55.0
42.0
5000 83.0
16.00
27.0 m/z 41.00 81.75%
O \\\‘\\\\‘\\\!“\\\\"‘\‘\\\‘“!1\’\\6Z;0‘\\\\‘}}\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1471: 1-Azabicyclo[3.1.0]hexane
55.0
16.00
5000 83.0 m/z 83.00 76.16%
28.0 42.0
0 m_mw“!u"‘w,“"‘Wl‘,mwm_m_‘
miz--> 10 20 30 40 50 60 70 80 90
Abundance #211: Methane, isocyanato- i
57.0 16.00
5000 28.0
oL 150 [ 380 ‘
e R o e
m/z--> 10 20 30 40 50 60 70 80 90
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124747.D

Acq On : 24 Jul 2021 14:56
Operator : JU/CG

Sample : M3117-04

Misc :

ALS vial : 12  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 10 unknownl6.474 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.474 4.88 ng 6211  Perylene-d12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 9
2 Azetidine, 1-methyl- 71 C4HSN 004923-79-9 5
3 Azetidine, 2-methyl- 71 C4HON 019812-49-8 5
4 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 4
5 2-Propenamide 71 C3HS5NO 000079-06-1 4
Abundance Scan 2446 (16.474 min): BF124747.D\data.ms (-2442) (. m/z 57.10 100.00%
3.1 571
71.0
5000
97.0
16.50
o1t e m/z 43.10 97.71%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2058: Butane, 2,2-dimethyl-
43.0 57.0
71.0 WWWW
5000 U
29.0 16.50
m/z 71.60  58.33%
O\\‘]\_\5\.(\)‘\\\‘}’\\\\‘i}}\\‘\‘\‘\l‘\\\\il\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #700: Azetidine, 1-methyl-
28.0
——
42.0 16.50
5000 m/z 55.00 45.10%
56.0 71.0
0“‘“‘w“w‘ﬂu"ﬂ‘hu“nu‘_“‘liu“‘“w““‘u‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #699: Azetidine, 2-methyl- .
28.0 16.50
m/z 97.00 35.63%
42.0
5000 -
’ 71.0
oH‘HHW;H,‘HH‘;“lm_m_mlmH_m_m‘m A
m/z--> 10 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 : BF124747.D

Acq On : 24 Jul 2021 14:56
Operator : JU/CG

Sample : M3117-04

Misc :

ALS vial : 12  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 11 unknownl7.080 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.080 2.48 ng 3164 Perylene-di12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 3
2 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 2
3 Azetidine 57 C3H7N 000503-29-7 1
4 Methane, isocyanato- 57 C2H3NO 000624-83-9 1
5 Methoxyacetonitrile 71 C3H5NO 001738-36-9 1
Abundance Scan 2549 (17.080 min): BF124747.D\data.ms (-2542) (-1  m/z 57.10 100.00%
57.1
5000 43.0 71.0
17.00
O P T [ e e e e e m/z 55.00 45.19%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #215: Acetonitrile, hydroxy-
28.0
5000 56.0
40.0 17.00
’ m/z 71.00 40.51%
O H‘\\H‘\l\ﬁ-‘g\\‘\\\\‘l!
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #684: Cyanic acid, ethyl ester
29.0
T \
56.0 17.00
m/z 43.05 39.11%
5000 710 /
43.0
O‘WHHWH_HWHH_‘puwuwauuuwuwuwuuwmymwuuw
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #218: Azetidine
28.0 17.00
57.0
5000
‘ 42.0 ‘
O‘WHHMHWHHMHWM‘Wuwuuﬂuwuwumwmwuuwuwuu_Hw
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072421\
Data File : BF124747.D

Acqg On : 24 Jul 2021 14:56
Operator : JU/CG

Sample : M3117-04

Misc :

ALS Vvial : 12  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|
Butane, 2-metho... 2.140 5.3 ng 9609 1 6.869 35946 20.0
Ethanol, 2-(2-b... 8.051 7.7 ng 18355 2 8.151 47566 20.0
n-Decanoic acid 11.910 4.6 ng 7825 4 11.392 33820 20.0
unknown12.698 12.698 2.0 ng 3393 4 11.392 33820 20.0
unknown13.880 13.880 6.1 ng 9282 5 14.027 30518 20.0
unknownl14.804 14.804 2.5 ng 3199 6 15.498 25472 20.0
unknown15.145 15.145 2.6 ng 3287 6 15.498 25472 20.0
unknown15.968 15.968 5.0 ng 6414 6 15.498 25472 20.0
unknownl16.045 16.045 2.2 ng 2807 6 15.498 25472 20.0
unknownl16.474 16.474 4.9 ng 6211 6 15.498 25472 20.0
unknownl7.080 17.080 2.5 ng 3164 6 15.498 25472 20.0
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