LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125756.D

Acqg On : 1 0ct 2021 17:11
Operator : JU/CG

Sample : M4008-01

Misc :

ALS Vvial : 15 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_ F\METHODS\8270-BF092421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125756.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.193 11 18 24 rVB 1349619 1694821 34.50% 4.433%
2 2.299 31 36 43 rBV 61649 83944 1.71% 0.220%
3  3.640 259 264 270 rBV 79234 113206 2.30% 0.296%
4 4.510 405 412 415 rBV 3806622 4912392 100.00% 12.849%
5 5.116 508 515 518 rBV 2450415 3035954 61.80% 7.941%
6 5.504 577 581 584 rBV 2824754 2461675 50.11% 6.439%
7 6.504 746 751 754 rBV 3237011 3350367 68.20% 8.764%
8 6.887 812 816 819 rBV 1502225 1175107 23.92% 3.074%
9 7.445 906 911 914 rBV 2656926 2346899 47.78% 6.139%
10 8.063 1013 1016 1026 rBV 476036 441839 8.99% 1.156%
11  8.169 1029 1034 1037 rBV 1862593 1634281 33.27% 4.275%
12 9.245 1212 1217 1220 rBV 4874650 4709515 95.87% 12.319%
13 9.922 1328 1332 1342 rBV 2218598 1865388 37.97% 4.879%
14 10.704 1462 1465 1478 rBV 736184 675737 13.76% 1.768%
15 11.404 1580 1584 1588 rBV 2140454 1860156 37.87% 4.866%
16 11.798 1648 1651 1654 rBV 73416 59573 1.21% 0.156%
17 12.616 1787 1790 1794 rVB 80683 67652 1.38% 0.177%
18 12.845 1824 1829 1831 rBV 69827 62279 1.27% 0.163%
19 12.992 1849 1854 1857 rBV 4719522 4342312 88.40% 11.358%
20 13.892 2003 2007 2017 rBV3 63218 112968 2.30%  0.295%
21 14.039 2026 2032 2036 rBV 1370863 1239999 25.24%  3.243%
22 15.163 2220 2223 2227 rBV 77371 87234 1.78% 0.228%
23 15.516 2278 2283 2288 rBV 1008604 1230295 25.04%  3.218%
24 15.751 2320 2323 2329 rVB5 42849 59455 1.21% 0.156%
25 15.992 2360 2364 2373 rVB 68826 100928 2.05% 0.264%
26 16.804 2497 2502 2509 rBV3 112032 204340 4.16% 0.534%
27 17.115 2551 2555 2561 rVB2 34958 70301 1.43% 0.184%
28 17.310 2583 2588 2593 rBV7 21896 50467 1.03% 0.132%
29 17.374 2595 2599 2604 rVB8 29697 51270 1.04% 0.134%
30 17.639 2637 2644 2651 rBV8 29061 75968 1.55% ©.199%
31 18.262 2745 2750 2758 rBV9 21671 54422 1.11% 0.142%

Sum of corrected areas: 38230744
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Data Path :
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Acqg On
Operator
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ALS vial

Quant Method
Quant Title

TIC Library

: M4eesg-o1

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
BF125756.D

1 Oct 2021 17:11

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125756.D

Acqg On : 1 Oct 2021 17:11
Operator : JU/CG

Sample : M4008-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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.
2.193  28.85 ng 1694820 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 18 (2.193 min): BF125756.D\data.ms (-11) (-) m/z 73.05 100.00%

73.0
5000 j\
43.0
87'1 T ‘ L ‘ L ‘ T
9.0 2.20 2.40 2.60
Ok 220 e m/z 43.05  32.88%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L B N B B
2.20 2.40 2.60
43.0 -
87.0 m/z 87.10  25.65%
29.0
) ‘\“\ LQ-O I
O\\‘\H\‘\H\‘H!\‘H!‘\‘HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 .
2.20 2.40 2.60
5000 41.0 55.0 m/z 55.10 24.63%
27.0
b el 2120, 1280,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994: Pentane, 3-methoxy- T
73.0 2.20 2.40 2.60
m/z 71.10 11.43%
5000
45.0
29.0
O“_‘ﬁhu‘HMLH‘H?%pH‘yH‘W‘H“H%R%p‘_“w‘u‘_“‘ LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125756.D

Acqg On : 1 Oct 2021 17:11
Operator : JU/CG

Sample : M4008-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.510 83.61 ng 4912390 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 78
Abundance Scan 412 (4.510 min): BF125756.D\data.ms (-405) (-) m/z 83.10 100.00%
3.1
55.0
5000 98.1
43.0
EEEmmEEEEEE R
‘ 670 4.20 4.40 4.60 4.80
oHwmwHH‘HH“HHMMH‘:_Hu,‘lu,w‘,w m/z 55.05 81.47%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L B L L IR B
43.0 98.0 4.20 4.40 4.60 4.80
29.0 .
m/z 98.10 38.54%
‘ Ll 670 ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R R
2900 43.0 4.20 4.40 4.60 4.80
5000 m/z 43.05 31.26%
98.0
M‘\ \\‘\ 67.0 I
owwwwwm i EESSES.
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3816: 2-Pentene, 3,4-dimethyl-, (2)- o AAREEEEEEEESE R
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 21.86%
41.0
5000
27.0 98.0
15.0 ‘ ‘ 69.0
0 H“HM“H‘ww"q1"qhhM“‘NM‘H‘,J“,H“M“‘ R R N
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80

8270-BF092421.M Mon Oct 04 17:13:22 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125756.D

Acqg On : 1 Oct 2021 17:11
Operator : JU/CG

Sample : M4008-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.116 51.67 ng 3035950 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56

2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39

3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

4 Acetone 58 C3H60 000067-64-1 9

5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 515 (5.116 min): BF125756.D\data.ms (-508) (-) m/z 43.05 100.00%

3.0
59.1
5000
101'1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
| 630 ‘ 480500520540
L m/z 59.10 61.73%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R IR R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 23.77%
0 27\\\ il | 830 10%0
\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
Crp ey
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.10 17.84%
101.0
0+ ‘1‘5“.0‘“1“‘ ““\ N ‘8‘3"0“ e
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester SNMBSESUAEY § WS-
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.77%
5000 41.0
0 \H \‘ \‘ Il 12\6'0 142.0 "N
1 Pt Ay
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_F\Data\BF100121\
Data File : BF125756.D

Acqg On : 1 Oct 2021 17:11
Operator : JU/CG

Sample : M4008-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.063 5.41 ng 441839 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 53
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50

Abundance Scan 1016 (8.063 min): BF125756.D\data.ms (-1013) (-) m/z 57.10 100.00%
57.1

5000
41.1
0 7.80 8.00 8.20 8.40
101.1 : : . :
132.1
| I— JW wl“u‘ W A m/z 45.18  89.40%
miz--> 20 40 60 80 100 120 140
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 LI L L L L LI L L B
41. 7.80 8.00 8.20 8.40
75.0 m/z 41.10 32.37%
101.0
O T \]-\9‘.0\ H“\ \“‘h‘\ \‘!‘HH\ T \“f“\ T U\ T T ‘ \1?‘%-\0‘ L
miz--> 20 40 60 80 100 120 140
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
A REREARSESS SRS
7.80 8.00 8.20 8.40
5000 m/z 75.60  19.65%
41.0
75.0
00l L amo
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- P R
45.0 7.80 8.00 8.20 8.40
m/z 56.10 16.12%
5000
89.0
29.0
73
SR I T Y-S S N N
m/z--> 20 40 60 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\BF100121\
Data File : BF125756.D

Acqg On : 1 Oct 2021 17:11
Operator : JU/CG

Sample : M4008-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 1,19-Eicosadiene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.804 3.32 ng 204340 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 91
2 Eicosanal- 296 C20H400 002400-66-0 87
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 86
4 Octadecanal 268 C18H360 000638-66-4 83
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74

Abundance Scan 2502 (16.804 min): BF125756.D\data.ms (-2497) (- m/z 57.05 100.00%
7.0

96.0
5000
P P
0 Al T m/z 82.05 89.31%
miz--> 50 100 150 200 250
Abundance #171303: 1,19-Eicosadiene
53.0
5000 e —a
96.0 16.50 17.00
m/z 43.10 77 .49%
0 \‘ | M‘ ! H | 1380 1800 2360 2780
T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #194557: Eicosanal-
82.0
43.0 — —
16.50 17.00
5000 m/Z 96.00 62.19%
24.0
u‘ | | 1660 2080 2780
o1 A e
miz--> 50 100 150 200 250
Abundance #158580: Oxirane, hexadecyl- — —
82.0 16.50 17.00
m/z 55.00 58.13%
5000
24.0
166.0 211.0 250.0
O,

— —
m/z--> 50 100 150 200 250 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125756.D

Acqg On : 1 O0ct 2021 17:11
Operator : JU/CG

Sample : M4008-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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... 2.193 28.8 ng 1694820 1 6.887 1175110 20.0
3-Penten-2-one,... 4.510 83.6 ng 4912390 1 6.887 1175110 20.0
2-Pentanone, 4-... 5.116 51.7 ng 3035950 1 6.887 1175110 20.0
Ethanol, 2-(2-b... 8.063 5.4 ng 441839 2 8.169 1634280 20.0
1,19-Eicosadiene 16.804 3.3 ng 204340 6 15.515 1230300 20.0
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