LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60O58.D

Acqg On : 16 Dec 2023 6:43
Operator : MA/JU

Sample : 05791-08

Misc :

ALS Vvial : 29 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-BG121323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60O58.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.138 4 8 14 rBV 224477 295674  2.82% 0.847%
2 3.667 92 98 106 rBvV 436908 590145 5.63% 1.691%
3 5.059 328 335 342 rBV 172300 252239  2.41% 0.723%
4 5.523 406 414 425 rBV 1273394 2000476 19.08% 5.733%
5 7.116 676 685 693 rBV 1371575 2316911 22.10% 6.639%

6 7.956 819 828 834 rBV 229282 383284 3.66% 1
7 9.113 1017 1025 1032 rBV 830538 1449419 13.82% 4
8 10.759 1297 1305 1312 rVB 323566 566408 5.40% 1.623%
9 13.214 1714 1723 1732 rBV 2766130 4238329 40.43% 12.
10 14.589 1951 1957 1965 rVB 595397 928039 8.85% 2

11 16.082 2203 2211 2224 rBV 2824480 4236127 40.40% 12.139%
12 17.339 2419 2425 2432 rBV 987773 1486209 14.18%  4.259%
13 18.232 2571 2577 2586 rBV 424937 610009 5.82% 1.748%
14 19.507 2790 2794 2799 rBV2 117014 163123 1.56% ©.467%
15 19.965 2865 2872 2877 rBV 7683669 10484272 100.00% 30.044%

16 21.258 3088 3092 3098 rBV 278274 399256  3.81%
17 21.611 3145 3152 3161 rBV 1291902 2106242 20.09%
18 24.795 3683 3694 3710 rBV2 764121 2252447 21.48%
19 26.099 3909 3916 3924 rBV9 49299 137768 1.31%
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Sum of corrected areas: 34896377
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60058.D

Acqg On : 16 Dec 2023 6:43
Operator : MA/JU

Sample : 05791-08

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060058.D\data.ms
7000000
6000000
5000000
4000000
3000000
2000000
5.523 7.116

1000000 9.113
138 3667 5059 7 956 10.759

o

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG060058.D\data.ms

19.965
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6000000
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21.611
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG060058.D\data.ms

7000000
6000000
5000000
4000000
3000000
2000000
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60058.D

Acqg On : 16 Dec 2023 6:43
Operator : MA/JU

Sample : 05791-08

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.138 15.43 ng 295674  1,4-Dichlorobenzene-d4 7.956

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 35
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance Scan 8 (3.138 min): BG060058.D\data.ms (-4) (-) m/z 73.10 100.00%
731
5000
3.203.303.403.50
Obrbidl 2080 2930 _ __  SOT w1316  47.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T

3.203.303.403.50

m/z 55.10 34.73%
‘\\"\Jlm‘m\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15768: 2,2,4-Trimethyl-3-pentanol

o

73.0

3.203.303.403.50

5000 m/z 87.85 26.71%
159
‘\1\\‘\‘”\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz—> 0 50 100 150 200 250 300 350 400 450 500

Abundance #9527: 3-Pentanol, 2,4-dimethyl- e EamasEEE
73.0 3.203.303.403.50
m/z 41.10 13.15%

o

5000

50

m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60058.D

Acqg On : 16 Dec 2023 6:43
Operator : MA/JU

Sample : 05791-08

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Propylene Glycol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.667 30.79 ng 590145 1,4-Dichlorobenzene-d4 7.956

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 83
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance  Scan 98 (3.667 min): BG060058.D\data.ms (-92) (-) m/z 45.10 100.00%

45.1
5000 AM
A RAREES B
‘ 3.40 3.60 3.80 4.00
ot 104 2981 3975 m/z 43.e5  17.07%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1083: Propylene Glycol
45.0
5000 I EEER R E e
3.40 3.60 3.80 4.00
m/z 44.05 5.34%
0‘\‘\‘”!‘““\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
A Raa
3.40 3.60 3.80 4.00
5000 m/z 61.10 5.16%
ot e e e e
m/z--> (0] 50 100 150 200 250 300 350 400
Abundance #1091: R-(-)-1,2-propanediol R R AR BRRE
45.0 3.40 3.60 3.80 4.00
m/z 42.10 3.11%
5000
mlz--> 0 50 100 150 200 250 300 350 400 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60058.D

Acqg On : 16 Dec 2023 6:43
Operator : MA/JU

Sample : 05791-08

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.059 13.16 ng 252239 1,4-Dichlorobenzene-d4 7.956

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 3-Octanol 130 C8H180 000589-98-0 28
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 335 (5.059 min): BG060058.D\data.ms (-328) (-) m/z 43.10 100.00%
43.1
5000
R o R EEE RN
| 10‘“ ‘ 4.80 5.00 5.20 5.40
ol 1630 22142585 386. /7 59.10  51.76%
m/z--> 50 100 150 200 250 300 350
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T T T
4.80 5.00 5.20 5.40
m/z 58.10  15.90%
101.0
0\‘\“‘\“\“‘\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
4.80 5.00 5.20 5.40
5000 m/z 101.10  14.36%
101.0
15.
0 ?"q“dﬂ“”wm‘HH_m_m_m_m_
m/z--> 50 100 150 200 250 300 350
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester R ARAmaEEEEY
43.0 4.80 5.00 5.20 5.40
m/z 41.05 7.71%
5000
‘ 101.0
o4
m/z--> 50 100 150 200 250 300 350 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60058.D

Acqg On : 16 Dec 2023 6:43
Operator : MA/JU

Sample : 05791-08

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.232 8.21 ng 610009  Phenanthrene-di10 17.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 60
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 47

Abundance Scan 2577 (18.232 min): BG060058.D\data.ms (-2571) (- | m/z 73.10 100.00%
13.1

213.2

5000
1291

“\ .

r

lugalo

- -
b 18.00 18.50
w‘ L BT9A331.7 4045 4674 4 7 e0.10  99.52%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid

o

[o2]
(e}
=1

5000 129.0 T '
18.00 18.50
” 213.0 m/z 43.10 81.95%
0’\\\\""\l“‘\j'\“\\“‘1f\\‘\1\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126199: Pentadecanoic acid
73.0
18.00 18.50
5000 129.0 ITI/Z 57.05 79.52%
GL ‘ 199.0
ol 20Ul H"WM ‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92070: Tridecanoic acid gy e
73.0 18.00 18.50
m/z 55.10 73.80%
5000
129.0
214.0
el -
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60058.D

Acqg On : 16 Dec 2023 6:43
Operator : MA/JU

Sample : 05791-08

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Henicos-1-ene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.258 3.79 ng 399256 Chrysene-d12 21.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Henicos-1-ene 294 C21H42 001599-68-4 95
2 n-Heptadecanol-1 256 C17H360 001454-85-9 91
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 91
5 n-Pentadecanol 228 C15H320 000629-76-5 91

Abundance Scan 3092 (21.258 min): BG060058.D\data.ms (-3088) (- | m/z 57.05 100.00%

57.0
5000

T LN
J 21.00 21.50
)

220.9 294.4 357.0 .
_Hu,w,wmwummwwmff‘al?f?’?% m/z 55.05 98.16%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #192005: Henicos-1-ene
55.0
111.0

o

5000 T T
21.00 21.50
294.0 ITI/Z 43.05 82.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143654: n-Heptadecanol-1
58.0
T —
21.00 21.50
5000 111.0 m/z 83.10 67.38%
UL,z
0‘H“Wu‘w"H“‘H“H“H“‘H“_“w“‘w“u,“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester PRy T
57.0 21.00 21.50

m/z 41.10 51.76%

- Jw\—
0 ‘\ ] MH\ J21OO 356.0 / ‘ ‘ :

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60058.D

Acqg On : 16 Dec 2023 6:43
Operator : MA/JU

Sample : 05791-08

Misc

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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... 3.138 15.4 ng 295674 1 7.956 383284 20.0
Propylene Glycol 3.667 30.8 ng 590145 1 7.956 383284 20.0
2-Pentanone, 4-... 5.059 13.2 ng 252239 1 7.956 383284 20.0
n-Hexadecanoic ... 18.232 8.2 ng 610009 4 17.339 1486210 20.0
Henicos-1-ene 21.258 3.8 ng 399256 5 21.610 2106240 20.0
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