LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72721\
Data File : BF124802.D

Acqg On : 27 Jul 2021 19:51
Operator : JU/CG

Sample : M3165-02

Misc :

ALS vial : 7 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: BF124802.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 11 rBB2 10708 12142 3.86% 0.752%
2 5.487 573 578 581 rBB 176453 165948 52.70% 10.274%
3 6.498 745 750 753 rBB 167326 168158 53.40% 10.411%
4 6.869 810 813 816 rBB 37768 26916 8.55% 1.666%
5 7.433 905 909 912 rBB 121473 112471 35.72% 6.964%
6 8.051 1011 1014 1019 rBB 25071 18115 5.75% 1.122%
7 8.151 1028 1031 1034 rBB 50334 38171 12.12%  2.363%
8 9.227 1210 1214 1217 rBV 247408 229041 72.74% 14.181%
9 9.910 1327 1330 1333 rBB 61139 47465 15.07% 2.939%

10 10.698 1460 1464 1467 rBV 184757 163672 51.98% 10.134%

11 11.398 1579 1583 1586 rBB 61898 54817 17.41% 3.394%
12 11.916 1669 1671 1673 rBB 8293 5927 1.88% 0.367%
13 12.986 1848 1853 1856 rBV 341056 314877 100.00% 19.495%
14 13.545 1946 1948 1951 rBB 5880 4829 1.53% ©0.299%
15 13.874 2002 2004 2012 rBB2 22064 25923 8.23% 1.605%
16 14.033 2028 2031 2034 rBV 60316 48318 15.35% 2.992%
17 14.192 2055 2058 2061 rBB 16546 12684 4.03% ©.785%
18 14.498 2107 2110 2113 rBB 17268 12925 4.10% ©.800%
19 14.792 2156 2160 2166 rBB2 71900 84747 26.91% 5.247%
20 15.145 2216 2220 2224 rBB 10880 12451 3.95% 0.771%
21 15.509 2277 2282 2289 rBB3 30675 44953 14.28% 2.783%
22 15.968 2356 2360 2364 rBB 4842 6596 2.09% 0.408%
23 16.486 2442 2448 2451 rBB 2621 4001 1.27% 0.248%
Sum of corrected areas: 1615147
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 7

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\

BF124802.D
: 27 Jul 2021 19:51
Ju/CG
: M3165-02
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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TIC: BF124802.D\data.ms
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Time-->

8270-BF072221.M Wed Jul 28 13:44:51 2021

15.968
T T ‘ T
16.00

16.486
T T ‘ T
16.50

13.50 14.00 14.50 15.00 15.50

T ‘ T T ‘ T T T T ‘ T
17.00 17.50 18.00 18.50

Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124802.D

Acq On : 27 Jul 2021 19:51
Operator : JU/CG

Sample : M3165-02

Misc :

ALS vial : 7 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 4
R.T. EstConc Area Relative to ISTD R.T.
2.128 9.02 ng 12142 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 74
2 1-Pentanamine 87 C5H13N 000110-58-7 7
3 Isobutylamine 73 C4AH11N 000078-81-9 5
4 3,4-Hexanediol, 2,5-dimethyl- 146 C8H1802 022607-11-0 4
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 4

Abundance Scan 7 (2.128 min): BF124802.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
43.1
5000
55.1 N ERREEEEny
87.1 2.202.302.402.50
\\‘\\\\‘\\\\‘\\\\“‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\ m/z 43.16 51.44%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL L L BRI B I
43.0 2.202.302.402.50
550 87.0 m/z 55.10  28.92%
29.0 ‘
\\‘\\\\‘\\\”“\\\\“‘}\‘!\‘!\\‘!“\\\\“!}\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2138: 1-Pentanamine
30.0
A Ra  EARRaREEEE LSS
2.202.302.402.50
5000 m/z 87.10 19.81%

. 40 560 9.0 79.087:0
et el oo 090 7900

miz--> 10 20 30 40 50 60 70 80 90
Abundance #861: Isobutylamine R aRan e EAARARNERESES
30.0 2.202.302.402.50
m/z 41.00 17.02%
5000
73.0
80 | 430 80 ]
B L I e B mm R EaRaamsmaEEsE
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\BF072721\
Data File : BF124802.D

Acq On : 27 Jul 2021 19:51
Operator : JU/CG

Sample : M3165-02

Misc :

ALS vial : 7 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 3
R.T. EstConc Area Relative to ISTD R.T.
8.051 9.49 ng 18115 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 50
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 43
4 Tetraethylene glycol 194 C8H1805 000112-60-7 42
5 Methoxyacetic acid, heptyl ester 188 C10H2003 168920-36-3 40
Abundance Scan 1014 (8.051 min): BF124802.D\data.ms (-1011) (-) m/z 45.10 100.00%
4!:
5000
| 7.808.00 8.20 8.40
75.0 . . . .
\\\‘\\\\“‘ “\\\‘\‘\U\J-\O‘()\g\\\‘\\\\‘\\\\‘\\\\‘\ m/z 57.16 84.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 L B B I LN B
7.80 8.00 8.20 8.40
75.0 m/z 41.10 38.66%
100.0
T \l\g‘c\)h ‘\ T ‘ \‘\ T H\ \‘fh‘\ ‘ \“\‘\ T “\ L ‘ \J-:\g\z\()‘ T \]\-?3\\()\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0

7.80 8.00 8.20 8.40
5000 m/z 56.10 15.01%

89.0
ssol, | Leod | | 1190 wuag
e “‘“H“““w“““u“““_
m/z--> 20 40 60 100 120 140 160 180
Abundance #81995: Ethanol, 2{2{2—butoxyethoxy)ethoxy} e e e
45.0 7.80 8.00 8.20 8.40
m/z 43.00 13.55%
5000
89.0
ZGn‘Q 600 | | 1190 14401630
e “““““““‘_“““H“““‘ R o a R
m/z--> 20 40 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124802.D

Acq On : 27 Jul 2021 19:51
Operator : JU/CG

Sample : M3165-02

Misc :

ALS vial : 7 Sample Multiplier: 1

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

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

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

Peak Number 3 unknownll.916 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.916 2.16 ng 5927  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Fluorononane 146 CSOH19F 000463-18-3 23
2 n-Tetracosanol-1 354 C24H500 000506-51-4 10
3 Hydroxylamine, O-(2-methylpropyl)- 89 C4H11NO 005618-62-2 10
4 Cetene 224 C16H32 000629-73-2 9
5 Butanoic acid, 3-methyl-, 1-meth... 144 C8H1602 032665-23-9 9
Abundance Scan 1671 (11.916 min): BF124802.D\data.ms (-1669) (. m/z 43.00 100.00%
3.0
8000
6000
4000 129.0 T
12.00
\\\‘\\‘\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 41.06 76.93%
miz--> 50 100 150 200 250 300
Abundance #25730: 1-Fluorononane
43.0
5000 T
84.0 12.00
‘ m/z 73.00 72.64%
T ““H“\‘ “\“ \‘“h\ ’ \1?6\.0\‘ L ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #264238: n-Tetracosanol-1
43.0
e
12.00
5000 83.0 ITI/Z 55.00 65.53%
25.0
JLLLLL L 3220 1600 2100 2520 2980 335«
miz--> 50 100 150 200 250 300
Abundance #2497: Hydroxylamine, O-(2-methylpropyl)- e
43.0 12.00
m/z 60.00 57.21%
5000
hm \“89.0
———— i
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124802.D

Acq On : 27 Jul 2021 19:51
Operator : JU/CG

Sample : M3165-02

Misc :

ALS vial : 7 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 Carbonic acid, octadecyl pr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.874 10.73 ng 25923 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 86
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 64
4 Eicosyl isobutyl ether 354 C24H500 1000406-33-0 64
5 Isobutyl hexadecyl ether 298 C20H420 1000406-32-8 59
Abundance Scan 2004 (13.874 min): BF124802.D\data.ms (-2002) (- m/z 57.10 100.00%
57.1
5000 n
097.1 — e
| ‘ H ‘ 13.50 14.00
e m/z 43.10  85.05%
m/z--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
ﬂ |
5000 e S|
13.50 14.00
97.0 m/z 71.10 56.01%
2\7“\0‘\“ “‘ H!‘ \M‘\ \‘H-\Z‘Z.O\ ‘1\68\0\ T ‘ \22\4\0\ ‘ T T \2\97‘.‘
miz--> 50 100 150 200 250
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0 ﬂ
‘ b
13.50 14.00
5000 m/z 55.10 43.25%
97.0
A e e
miz--> 50 100 150 200 250 n
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecy! ester - ‘A ‘ ‘A i
57.0 13.50 14.00
m/z 41.00 41.96%
5000
270 ‘ P70 ﬂ
10 L Lo seso a0 ]
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124802.D

Acq On : 27 Jul 2021 19:51
Operator : JU/CG

Sample : M3165-02

Misc :

ALS vial : 7 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 Dotriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.192 5.25 ng 12684 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane 451 C32H66 000544-85-4 72
2 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 64
3 Pentadecane 212 C15H32 000629-62-9 64
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64
5 Tetradecane 198 C14H30 000629-59-4 64
Abundance Scan 2058 (14.192 min): BF124802.D\data.ms (-2055) (- m/z 57.10 100.00%
57.1
5000
AT W
| 1113.0 14.00 14.50
\\‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ m/z 43.16 72.45%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #325754: Dotriacontane
57.0
5000 T \A‘ mﬂ‘ . !
14.00 14.50
m/z 71.10 56.57%
‘\ ‘ .‘L |413:0 169.0 225.0 295.0 351.0 450.(
T ‘\\1\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450
Abundance #170572: Sulfurous acid, hexyl octyl ester
57.0
S— |
14.00 14.50
5000 m/z 85.00 45.,35%
113.0
AL ese
miz--> 50 100 150 200 250 300 350 400 450
Abundance #90190: Pentadecane T —
57.0 14.00 14.50
m/z 55.00 30.09%
5000
SR NOE I - R | B |
m/z--> 50 100 150 200 250 300 350 400 450 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124802.D

Acq On : 27 Jul 2021 19:51
Operator : JU/CG

Sample : M3165-02

Misc :

ALS vial : 7 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 Octane, 3,4,5,6-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.498 5.35 ng 12925 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 72
2 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 59
4 Tetradecane 198 C14H30 000629-59-4 59
5 Hexadecane 226 C16H34 000544-76-3 59

Abundance Scan 2110 (14.498 min): BF124802.D\data.ms (-2107) (1 m/z 57.00 100.00%
5

1.0
5000 85.1
AR 1 .
‘ 113.0 14.50
\‘\\\\‘\\\1‘\\‘\\“\\\\H‘\\\\.’\\\\‘\\\\‘\\\\ m/z 43.16 89.11%
miz--> 20 40 60 80 100 120 140 160
Abundance #45518: Octane, 3,4,5,6-tetramethyl-
57.0
A AT I
5000 T T T T T T T T
29.0 85.0 14.50
m/z 71.10 67.23%
H ‘ 113.0
\‘\‘\\\“w\\‘\“\\‘H\\“\‘\\\‘\\1‘\’\\]\_\39‘-9\\\‘].\6\8.\q’
miz--> 20 40 60 80 100 120 140 160
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0
L
14.50
85.0
5000 m/z 85.10  43.28%
29.0 113.0
‘_Mk‘N"“u\M\‘Nu““‘“,““_“““u
miz--> 20 40 60 80 100 120 140 160
Abundance #45494: Undecane, 5-methyl- e
43.0 14.50
m/z 55.00 32.82%
71.0
5000
‘ ‘ 112.0
S .1 Y B
m/z--> 20 40 60 80 100 120 140 160 14.50

8270-BF072221.M Wed Jul 28 13:44:56 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72721\
Data File : BF124802.D

Acq On : 27 Jul 2021 19:51

Operator : JU/CG

Sample : M3165-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 7 9-Octadecenamide, (Z)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.792 37.70 ng 84747 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
2 d-Glucosamine 179 C6H13NO5 00009%0-77-7 47
3 Butanamide, 3-methyl- 101 C5H11NO 000541-46-8 43
4 Pentanal, oxime 101 C5H11NO 000628-79-5 35
5 2-Pentanol, 3-chloro-2-methyl- 136 C6H13C10 074685-49-7 35

Abundance Scan 2160 (14.792 min): BF124802.D\data.ms (-2156) (1  m/z 59.00 100.00%
59.0
5000
—— —
‘ ‘ ‘97.0 128.0 14.50 15.00
e . m/z 72.10 60.03%
miz--> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — —
14.50 15.00
m/z 55.10 59.46%
29.0 98.0
— “‘\ U T “ \”W ‘}“‘EL\%%‘(\‘) “\ \18\4\0‘ T \2\38\? T 2\8\‘1\(
m/z--> 50 100 150 200 250
Abundance #53975: d-Glucosamine
59.0
B | —
14.50 15.00
5000 m/z 41.10 49.02%
18.0
100.0
by 18001610
m/z--> 50 100 150 200 250 A
Abundance #4585: Butanamide, 3-methyl- —— A ‘ ‘ﬂ‘
59.0 14.50 15.00
m/z 43.00 47.71%
5000
2 /\
J4h . poto it Loy s
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124802.D

Acq On : 27 Jul 2021 19:51
Operator : JU/CG

Sample : M3165-02

Misc :

ALS vial : 7 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 Hexane, 3,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.145 5.54 ng 12451 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
2 Hexane, 1-(hexyloxy)-3-methyl- 200 C13H280 074421-18-4 47
3 Pentane, 3-ethyl-2,3-dimethyl- 128 C9H20 016747-33-4 40
4 Ether, heptyl hexyl 200 C13H280 007289-40-9 40
5 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 38
Abundance Scan 2220 (15.145 min): BF124802.D\data.ms (-2216) (- m/z 57.10 100.00%
57.1
431
71.1
5000
85.1
Infl e gh Jhata bt J1
15.00 15.50
99.1 .
H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘H\‘\“HH‘HH‘HH‘H\ m/z 43.16 79.954
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8638: Hexane, 3,3-dimethyl-
43.0
57.0 710 A /K
5000 85.0 I} P Lk
15.00 15.50
29.0 m/z 71.10 62.31%
99.0
H‘]\-\5\.\0‘H\M‘\H\‘i\}H‘\‘\MHHH‘M\H‘\!}\‘HH“HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #76047: Hexane, 1-(hexyloxy)-3-methyl-
43.0 57.0
(A S| |
15.00 15.50
5000 85.0 m/z 85.10 40.45%
29.0 0
\w\uw\um\uﬁ!MwwmH\HHMHWJMW\?%R\%%??HHM\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14603: Pentane, 3-ethyl-2,3-dimethyl- —— T
43.0 57.0 15.00 15.50
m/z 41.10 33.59%
5000
85.0
27.0
H 71.0 ‘ 99.0
e e L 11301280 I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124802.D

Acq On : 27 Jul 2021 19:51
Operator : JU/CG

Sample : M3165-02

Misc :

ALS vial : 7 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 unknownl5.968 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.968 2.93 ng 6596  Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azetidine, 2-methyl- 71 C4HON 019812-49-8 5
2 Azetidine, 1-methyl- 71 C4HOSN 004923-79-9 5
3 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
4 Cyclobutanone, oxime 85 C4H7NO 002972-05-6 4
5 2-Propenamide 71 C3HS5NO 000079-06-1 4
Abundance Scan 2360 (15.968 min): BF124802.D\data.ms (-2356) (1 m/z 57.10 100.00%
57.1
8000
43.0
6000
71.0 851 | ‘
i
4000 ‘ 16.00
H\‘\H\‘\H\‘\H\‘HH‘\‘H\‘HH‘HH‘\ H‘H\\‘H\\‘\H\‘HH‘HH‘HH‘HH‘ m/z 43.09 59-13%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #699: Azetidine, 2-methyl-
28.0
5000 56.0 n‘ 160@A | ‘(
' 71.0 :
m/z 71.00 52.73%
H\‘HH‘H !‘!H\‘\Hl H!‘\H\‘\H\‘\{\\‘\H\‘HH‘\M\‘HH‘HH‘HH‘HH‘
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #700: Azetidine, 1-methyl-
28.0
——
16.00
5000 m/z 85.10 48.73%
56.0 71.0
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1789: 5H-Tetrazol-5-amine -
57.0 16.00
m/z 41.10 33.40%
5000 85.0
42.0
mwwwwmmwmww e e A
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072721\
Data File : BF124802.D

Acqg On : 27 Jul 2021 19:51
Operator : JU/CG

Sample : M3165-02

Misc :

ALS vial : 7 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... 2.128 9.0 ng 12142 1 6.869 26916 20.0
Ethanol, 2-(2-b... 8.051 9.5 ng 18115 2 8.151 38171 20.0
unknown11.916 11.916 2.2 ng 5927 4 11.398 54817 20.0
Carbonic acid, ... 13.874 10.7 ng 25923 5 14.033 48318 20.0
Dotriacontane 14.192 5.3 ng 12684 5 14.033 48318 20.0
Octane, 3,4,5,6... 14.498 5.3 ng 12925 5 14.033 48318 20.0
9-Octadecenamid... 14.792 37.7 ng 84747 6 15.509 44953 20.0
Hexane, 3,3-dim... 15.145 .5 ng 12451 6 15.509 44953 20.0
unknown15.968 15.968 2.9 ng 6596 6 15.509 44953 20.0

8270-BF072221.M Wed Jul 28 13:44:59 2021

Pag 12



