LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@50324\
Data File : BGO61105.D

Acqg On : 3 May 2024 14:06
Operator : MA/JU

Sample : P2331-01

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_ G\Methods\8270-BG043024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO61105.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.077 8 15 22 rBV3 7149 18489 1.22% 0.250%
2 3.153 22 28 39 rVB 167173 275326 18.17% 3.719%
3 3.670 113 116 123 rBV 11088 16027 1.06% 0.216%
4 5.057 347 352 357 rBV 12091 17939 1.18% 0.242%
5 5.527 425 432 440 rBV 302041 486479 32.11% 6.571%

7.107 692 701 713 rBV 343498 580757 38.33%
7.936 834 842 849 rBV 97090 161824 10.68%
9.087 1030 1038 1048 rBV 218521 383804 25.33%
10.497 1269 1278 1287 rBV3 23560 43729 2.89%
10 10.727 1309 1317 1326 rVB 136924 231737 15.29%
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11 13.183 1728 1735 1742 rBV 605230 912095 60.20% 12.320%
12 14.563 1963 1970 1977 rBV 221734 340780 22.49% 4.603%
13 16.050 2217 2223 2237 rBV 559913 863649 57.00% 11.665%
14 17.307 2431 2437 2447 rVB 282621 419076 27.66% 5.660%

15 18.206 2585 2590 2599 rBvV2 33276 55591 3.67% ©.751%
16 19.928 2877 2883 2892 rBV 1192873 1515209 100.00% 20.466%
17 20.245 2930 2937 2942 rBV3 13221 20686 1.37% 0.279%
18 20.738 3018 3021 3025 rVB 16918 20805 1.37% ©.281%
19 21.238 3102 3106 3111 rBV2 35257 51378 3.39% 0.694%
20 21.567 3155 3162 3175 rBV2 285400 504139 33.27% 6.809%
21 21.772 3194 3197 3203 rVB3 19618 31759  2.10% 0.429%
22 22.372 3295 3299 3303 rVB2 19466 29274 1.93%  0.395%
23 23.042 3408 3413 3416 rBVS5 14645 25576  1.69%  ©.345%
24 24.687 3683 3693 3703 rBV = 122202 397468 26.23% 5.369%

Sum of corrected areas: 7403596
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61105.D

Acqg On 3 May 2024 14:06
Operator : MA/JU

Sample : P2331-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abu&c@d&% TIC: BG061105.D\data.ms
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Abu&%a&g:&) TIC: BG061105.D\data.ms

19.928
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Abu&c@d&% TIC: BG061105.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61105.D

Acqg On 3 May 2024 14:06
Operator : MA/JU

Sample : P2331-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Cyanic acid, propyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.077 2.29 ng 18489 1,4-Dichlorobenzene-d4 7.930

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyanic acid, propyl ester 85 C4H7NO 001768-36-1 64
2 Cyclohexane 84 C6H12 000110-82-7 64
3 Oxirane, (1-methylbutyl)- 114 C7H140 053229-39-3 56
4 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 45
5 Cyclobutane, 1,2-diethyl- 112 C8H16 061141-83-1 40
Abundance  Scan 15 (3.077 min): BG061105.D\data.ms (-8) (-) m/z 56.00 100.00%

56.0
69.0

- 83.9 \H‘HH‘HH‘HH‘HH‘H\
‘H | ‘ ‘ 3.103.203.303.403.50
I

e M m/z 55.8@  51.22%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1757: Cyanic acid, propyl ester
56.0
27.0 41.0

5000 A
84.0 3.103.203.303.403.50

m/z 41.05 40.45%

T
\
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1646: Cyclohexane
56.0

84.0 A T e A
3.103.203.303.403.50

o

o

5000 41.0 m/z 39.10 25.75%
69.0
27.0 H ‘
O‘W%ﬁquﬂW*Hw\H*w“lMv*”W*H*ww*w*H*w*H
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8557: Oxirane, (1-methylbutyl)- P
56.0 3.103.203.303.403.50

m/z 42.00 25.51%

41.0
5000
69.0
84.0
0 L MM‘\ LIl 960

m/z--> 10 20 30 40 50 60 70 80 90 100 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61105.D

Acqg On 3 May 2024 14:06
Operator : MA/JU

Sample : P2331-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.153 34.03 ng 275326 1,4-Dichlorobenzene-d4 7.930

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 28
4 2-0XOPROPIONAMIDE 87 C3H5NO2 000631-66-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 28 (3.153 min): BG061105.D\data.ms (-22) (-) m/z 73.10 100.00%

73.1
43.0
5000
87.1

M 320 340 3.60
H,H‘w‘Hw‘H‘_‘w_‘u‘uu‘H‘W‘HW‘H‘M‘H_‘H‘H“ m/z 43.00 60.63%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 R R EEEE
320 340 3.60
43.0

87.0 m/z 55.10  38.77%

!"9011
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

320 3.40 360

o

o

5000 41.0 550 m/z 87.10 26.27%
27.0
0 I I ‘ 112.0 129.0
,““ P SR TR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5030: 3-Pentanol, 3-methyl- —
73.0 320 3.40 3.60

m/z 40.95 20.55%

5000 55.0
29.0 H) 87.0
0 L 42 [ ‘

m/z--> 20 30 40 50 60 70 80 90 100 110120 130 320 3.40 360
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61105.D

Acqg On 3 May 2024 14:06
Operator : MA/JU

Sample : P2331-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.057 2.22 ng 17939 1,4-Dichlorobenzene-d4 7.930

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9
4 3-Octanol 130 C8H180 000589-98-0 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 352 (5.057 min): BG061105.D\data.ms (-347) (-) m/z 43.00 100.00%

3.0
59.1
5000
730 100.9 4.80 5.00 5.20 5.40
O bl ol 0 w/z s9.1e  55.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
)
5000 L B I L LI LA B
4.80 5.00 5.20 5.40
59.0 m/z 100.90  12.97%
101.0
O 217.071.083.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate
43.0
 RAARMEA R
4.80 5.00 5.20 5.40
5000 m/z 58.00 11.96%
58.0
150 270 720 100.0
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methy!- R e ARaE
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.58%
5000
210 101.0
oaso 79 70 meme |l L] Il
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61105.D

Acqg On 3 May 2024 14:06
Operator : MA/JU

Sample : P2331-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Ethanol, 2-[2-(2-methylprop... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.497 3.77 ng 43729  Naphthalene-d8 10.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 47
3 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 47
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 40
5 E-1-Methoxy-3-pentene 100 C6H120 018059-22-8 38
Abundance Scan 1278 (10.497 min): BG061105.D\data.ms (-1269) (- | m/z 45.00 100.00%
45.0
5000
—
‘ 75.0 100.0 10.50
OF “““‘u “Mw w‘u‘ e m/z 57.00 82.27%
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
5000 T ™
89.0 10.50
29.0 m/z 41.00 36.17%
73
O L ‘ \H“‘\ \““1‘\ \‘!Hi”\ \‘H{?‘ \‘\‘\ T H\ T \J-}?.\O\ T \1‘4\4.\0\
miz--> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
A
10.50
5000 m/z 43.00 15.43%
41.0
75.0
100.0
oL 252 Ml i il stz
m/iz--> 20 40 60 80 100 120 140
Abundance #17233: Propanoic acid, 2-(methoxymethoxy)-
45.0 10.50
m/z 56.10 13.23%
5000
89.0
29.0
O e L 10501380 | L
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61105.D

Acqg On 3 May 2024 14:06
Operator : MA/JU

Sample : P2331-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.206 2.65 ng 55591  Phenanthrene-d10 17.307
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 62
2 Dodecanoic acid 200 C12H2402 000143-07-7 50
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 45
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2590 (18.206 min): BG061105.D\data.ms (-2585) (- | m/z 43.10 100.00%
431
5000 ﬂww
83.1 1290 213.1 T
H | ‘ 1711 256.1 295 18.00 1850
ob—, “‘J““MM“““ 4 LA g m/z 41.10  76.69%
miz-> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
73.0
41.0
5000 129.0
18.00 18.50
171.0 m/z 60.00 76.09%
‘ m ‘ 214.0
oL “\‘ ‘H‘d hl ‘\”‘H“‘H‘“ bl ol ‘\ ‘m\‘ e R
miz--> 50 100 150 200 250
Abundance #75716: Dodecanoic acid
60.0
SRS T
18.00 18.50
m/z 55.00 65.26%
5000 129.0 /
29.0
e, e
ok “‘ ‘H‘d H‘ ‘Hhu‘ ‘\ww ;\m‘ | \}‘ ‘ n “ ‘?Olz"o‘ ——
m/iz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid ﬂmmmwvﬁﬁw ‘ —
60.0 18.00 18.50
m/z 57.00 55.71%
5000 129.0
97.0
213.0 256.0
171.0
oL— “MH‘H M ;‘H‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ ““\‘ . ‘\‘ —— {\NV\/WW
m/z--> 50 100 150 200 250 18 00 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61105.D

Acqg On 3 May 2024 14:06
Operator : MA/JU

Sample : P2331-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Nonadecane, 1-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.238 2.04 ng 51378 Chrysene-d12 21.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 1-chloro- 302 C19H39Cl 062016-76-6 83
2 Tetratetracontane 619 C44H90 007098-22-8 68
3 Heptacosane 380 C27H56 000593-49-7 68
4 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 68
5 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 68

Abundance Scan 3106 (21.238 min): BG061105.D\data.ms (-3102) (- | m/z 57.00 100.00%

57.0
5000

7.1

207.
J 37-2 \ 295.3 366.8
e b b s m/z 43.00  83.21%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202271: Nonadecane, 1-chloro-
57.0

5000

[ gss0zmo 2020
‘\H\‘HH‘HH‘HH’\H\‘WH\‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0

o

o

5000 m/z 55.00 41.63%
ol [ 1 |1 127:0197.0267.0337.0407.0 491.0562.0
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane T —
57.0 21.00 21.50

m/z 71.10 41.19%

5000
Ll somme w00

T T T T T T T T T T T T T T T T T T T

1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG050324\
Data File : BGO61105.D

Acqg On 3 May 2024 14:06
Operator : MA/JU

Sample : P2331-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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|
Cyanic acid, pr... 3.077 2.3 ng 18489 1 7.930 161824 20.0
Butane, 2-metho... 3.153 34.0 ng 275326 1 7.930 161824 20.0
2-Pentanone, 4-... 5.057 2.2 ng 17939 1 7.930 161824 20.0
Ethanol, 2-[2-(... 10.497 3.8 ng 43729 2 10.727 231737 20.0
Tridecanoic acid 18.206 2.6 ng 55591 4 17.307 419076 20.0
Nonadecane, 1-c... 21.238 2.0 ng 51378 5 21.567 504139 20.0

8270-BGO43024 .M Mon May 06 ©5:34:46 2024 Pag 9



