LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124836.D

Acqg On : 28 Jul 2021 19:54
Operator : JU/CG

Sample : M3186-05

Misc :

ALS Vvial : 11 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: BF124836.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 5 9 13 rBB 11057 12857 6.73% 1.098%
2 5.098 509 512 515 rBB 2022 2478 1.30% 0.212%
3 5.487 574 578 581 rBB 150937 137842 72.14% 11.773%
4 6.498 745 750 753 rBB 141928 140883 73.73% 12.033%
5 6.869 810 813 816 rBB 40071 29676 15.53%  2.535%
6 7.434 905 909 912 rBB 114700 95013 49.73% 8.115%
7 8.051 1011 1014 1018 rBV 25565 17718 9.27% 1.513%
8 8.151 1028 1031 1034 rBB 54452 41904 21.93% 3.579%
9 9.228 1210 1214 1217 rBV 237916 191069 100.00% 16.319%
106 9.910 1326 1330 1333 rBB 57850 51142 26.77% 4.368%

11 10.698 1460 1464 1467 rBB 148267 119217 62.39% 10.182%

12 11.398 1579 1583 1585 rBV 58538 51870 27.15% 4.430%
13 11.916 1669 1671 1673 rBB 11267 7442 3.89% 0.636%
14 12.604 1786 1788 1791 rBB 4461 3050 1.60% 0.261%
15 12.833 1825 1827 1830 rBB 6650 5162 2.70% 0.441%
16 12.980 1848 1852 1855 rBV 198202 183055 95.81% 15.635%
17 13.886 2002 2006 2015 rBB2 5872 11081 5.80% 0.946%
18 14.033 2027 2031 2034 rBV 38641 33569 17.57% 2.867%
19 15.074 2205 2208 2211 rBV 2240 2444 1.28% 0.209%
20 15.439 2267 2270 2273 rBB 2296 2298 1.20% 0.196%
21 15.509 2277 2282 2286 rBB2 29140 31037 16.24% 2.651%
Sum of corrected areas: 1170807
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124836.D

Acq On : 28 Jul 2021 19:54

Operator Ju/caG

Sample : M3186-05

Misc

ALS vial : 11 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

Abundance TIC: BF124836.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124836.D

Acq On : 28 Jul 2021 19:54
Operator : JU/CG

Sample : M3186-05

Misc :

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 1 unknown2.140 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.140 8.66 ng 12857 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 9
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-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 4
Abundance Scan 9 (2.140 min): BF124836.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
43.0
5000
55.0 87.0
e RAREARREEEES REE
‘ ‘ ‘ 2.202.302.402.50
oY+ttt m/z 43.00 55.73%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L R B L R BB B
430 2.202.302.402.50
550 87.0 m/z 55.80 32.81%
29.0 | ‘ ‘
O\\‘\\\\‘\\\”“\\\\“}\‘\\‘\\\‘\"\\\\‘\}\\’\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #861: Isobutylamine
30.0
R REARREREEES SRS
2.202.302.402.50
5000 m/z 87.00 29.24%
73.0
o180 439 550 |
R T A o o
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2140: 1-Pentanamine R REARREEEES SRS
30.0 2.202.302.402.50
m/z 41.00  25.37%
5000
18.0 410 550 87‘-0
Ot e e e R R Ran s RARRR
m/z--> 10 20 30 40 50 60 70 80 90 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124836.D

Acq On : 28 Jul 2021 19:54
Operator : JU/CG

Sample : M3186-05

Misc :

ALS vial : 11 Sample Multiplier: 1

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

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

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

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.051 8.46 ng 17718 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 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 42
5 Ethylene glycol diglycidyl ether 174 C8H1404 002224-15-9 39
Abundance Scan 1014 (8.051 min): BF124836.D\data.ms (-1011) (-) m/z 45.10 100.00%
45.1
5000
751 \\\\‘\\\\’\\\\‘\\\\‘\\\
‘ 1010 7.80 8.00 8.20 8.40
Orrrr—rrrt Hl‘_m‘m‘_m_m_m m/z 57.10  96.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B L I LN B
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.10 40.54%
‘ 1000 1320
OH‘\“\‘HH“H‘H H\\‘l‘\“\‘H\\}‘\\\\‘\\w.\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160
Abundance #38409. Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-

45.0

7.80 8.00 8.20 8.40
5000 m/z 75.10 17.49%

89.0
o-sgol 3l Ly 1m0 s
““‘H“‘ H“““‘_“‘““w““““
miz--> 20 40 80 100 120 140 160
Abundance #81997.Ethan0L 2-[2-(2-butoxyethoxy)ethoxy]- e e
45.0 7.80 8.00 8.20 8.40
m/z 43.00 14.35%
5000
89.0
o0 L s g 190 msgnee L
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

BF124836.D

: 28 Jul 2021
Ju/CaG

: M3186-05

11

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\

19:54

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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

EstConc

3 Undecanoic acid

Relative to ISTD

Concentration Rank 4

11.916

Hit# of

2.87 ng

5 Tentative ID

7442 Phenanthrene-di10

1 Undecanoic
2 n-Decanoic

3 Melezitose

4 Dodecanoic
5 8-Methylnonanoic acid

acid

C11H2202
C10H2002
C18H32016
C12H2402
C1eH2002

000112-37-8 50
000334-48-5 50
000597-12-6 42
000143-07-7 42
005963-14-4 40

Abundance Scan 1671 (11.916 min): BF124836.D\data.ms (-1669) (- m/z 43.00 100.00%
43.0
73.1
5000
129.1
213.1 e
‘ 12.00
O e e e T T T T T T T T m/z 41.10 79.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60690: Undecanoic acid
6Q.0
5000 T T
A0 129.0 12.00
87.0 ’ m/z 73.10 78.46%
\H ‘ ‘157.0 186.0
0! \‘\ ‘H!‘{ \‘M\ \‘\‘\"\‘\‘\ T T \“ T \‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance 46964: n-Decanoic acid
60.0
T
12.00
m/z 60.00 74.99%
5000 29.0 129.0
87.0
AL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #338614: Melezitose e
73.0 12.00
m/z 55.10 69.95%
97.0
43.0
5000
126.0
oL i 1930 1010 |
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124836.D

Acq On : 28 Jul 2021 19:54
Operator : JU/CG

Sample : M3186-05

Misc :

ALS vial : 11 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 unknownl3.886 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.886 6.60 ng 11081 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-1,2,4-Triazole, 3-propyl- 111 C5HSN3 019932-60-6 17
2 2,5-Dimethyl-1-pyrroline 97 C6H11IN 000822-64-0 9

3 1-Fluorononane 146 COH19F 000463-18-3 9
4 6-Methyloctyl acetate 186 C11H2202 1000439-66-5 9
5 (S)-(+)-6-Methyl-1-octanol 144 C9H200 110453-78-6 9

Abundance Scan 2006 (13.886 min): BF124836.D\data.ms (-2002) (1 m/z 43.00 100.00%
43.

30 97.0
69.0
5000 A A
— T
13.50 14.00
-ttt m/z 55.10 88.05%
m/z--> 20 40 60 80 100 120 140
Abundance #6865: 1H-1,2,4-Triazole, 3-propyl-
83.0
5000 — -
13.50 14.00
m/z 97.00  82.30%
27.0 43.0 110.0
O\\\‘\H‘\\“H‘\\\‘H‘\\“\\‘\\\\‘\\“\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #3360: 2,5-Dimethyl-1-pyrroline
42.0 91.0
— e
13.50 14.00
5000 69.0 m/z 57.08  79.26%
) S S —
m/z--> 20 40 60 80 100 120 140
Abundance #25730: 1-Fluorononane “ i
43.0 13.50 14.00
m/z 83.10 70.46%
5000
70.0
97.0
270
ool L L b o seo
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072821\
Data File : BF124836.D

Acqg On : 28 Jul 2021 19:54
Operator : JU/CG

Sample : M3186-05

Misc

ALS Vvial : 11 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown2.140 2.140 8.7 ng 12857 1 6.869 29676 20.0
Ethanol, 2-(2-b... 8.051 8.5 ng 17718 2 8.151 41904 20.0
Undecanoic acid 11.916 2.9 ng 7442 4 11.398 51870 20.0
unknown13.886 13.886 6.6 ng 11081 5 14.033 33569 20.0
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