LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55831.D

Acqg On : 29 Nov 2022 16:42
Operator : CG/JU

Sample : N5796-01

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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55831.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.273 331 338 348 rBV 430902 681457 28.05%  4.830%
2 5.755 413 420 432 rBV 669039 1110501 45.71% 7.871%
3 6.372 519 525 533 rBV 27057 42159 1.74% 0.299%
4 7.377 687 696 713 rVB 667157 1195661 49.22% 8.474%
5 8.223 832 840 847 rBV 177176 290329 11.95% 2.058%

6 9.398 1032 1040 1049 rBV 413554 743737 30.62%
7 10.796 1271 1278 1306 rBV2 80247 217078  8.94%
8 11.049 1314 1321 1328 rBV 230791 426468 17.56%
9 13.470 1726 1733 1740 rBV 1148770 1766063 72.70% 12.
10 13.716 1768 1775 1783 rVB 15121 25624 1.05%
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11 14.844 1958 1967 1975 rBV 389636 603725 24.85%
12 16.190 2186 2196 2201 rBV 29850 46348 1.91%
13 16.331 2213 2220 2234 rBV 897133 1372326 56.49%

[ IV, BV TV
~N
N
o))
X

14 17.588 2427 2434 2439 rBV 451801 721753 29.71% 115%
15 17.629 2439 2441 2448 rVB 54659 67185 2.77% 476%
16 18.217 2537 2541 2546 rBV 30700 36703 1.51% ©0.260%
17 18.446 2575 2580 2587 rBV3 75832 156885 6.46% 1.112%
18 18.505 2587 2590 2596 rVB2 37036 57530 2.37% ©0.408%
19 18.646 2609 2614 2618 rBV2 28297 49288 2.03% 0.349%
20 18.687 2618 2621 2626 rVB2 21601 29875 1.23% 0.212%
21 18.857 2645 2650 2654 rBV2 42426 52925 2.18% ©.375%
22 19.374 2731 2738 2742 rBV2 61087 115219 4.74% 0.817%
23 19.504 2756 2760 2765 rBV3 27708 44863 1.85% ©0.318%
24 19.627 2776 2781 2786 rVB 50654 74253 3.06% ©.526%
25 19.704 2791 2794 2802 rVB4 28690 53337 2.20% ©.378%
26 19.991 2838 2843 2849 rVB 90560 136759 5.63% ©.969%
27 20.174 2868 2874 2879 rBV 1893297 2429267 100.00% 17.217%
28 20.632 2949 2952 2956 rBV 26056 30833 1.27% 0.219%
29 20.773 2973 2976 2979 rBV 24053 28488 1.17% 0.202%
5.

30 21.877 3158 3164 3170 rBV2 415163 715086 29.447%

31 25.268 3733 3741 3752 rVB2 260030 787683 32.42%
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w
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Sum of corrected areas: 14109408
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55831.D

Acq On : 29 Nov 2022 16:42
Operator : CG/JU

Sample : N5796-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG055831.D\data.ms
1500000
1000000
5.755 7.377
500000 5.273 9.398
8.223 11.049
, 6.372 10.796
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055831.D\data.ms
20.174
1500000
13.470
1000000 16.331
21.877
500000 14.844 17.588
2063273
0 3.716 16.1 171629 18 71000
B L . e e e B e B B B LB A
Time--> 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: BG055831.D\data.ms
1500000
1000000
500000 25.268
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55831.D

Acq On : 29 Nov 2022 16:42
Operator : CG/JU

Sample : N5796-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.273 46.94 ng 681457 1,4-Dichlorobenzene-d4 8.223

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 338 (5.273 min): BG055831.D\data.ms (-331) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 \\\‘\\\\‘\\\\’\\\\‘\\\\
‘ 83.0 5.00 5.20 5.40 5.60
O el 2SS L m/z 59.00  56.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B L LN LR
59.0 5.00 5.20 5.40 5.60
150 1010 m/z 101.00 17.10%
O\\\‘\\‘\.\‘\\\ﬁ‘]r(\)\\“H{\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
 EAEEmaREE S
5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 14.04%
29.
‘ ‘ 87.0
oas0 WLl e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- e AR REEREE
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.33%
5000
41.0 101.0
o150 Z0 L 0B D
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55831.D

Acq On : 29 Nov 2022 16:42
Operator : CG/JU

Sample : N5796-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.372 2.90 ng 42159 1,4-Dichlorobenzene-d4 8.223

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 78
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 58
3 Acetamide, N-butyl- 115 C6H13NO 001119-49-9 9
4 Guanidine, methyl- 73 C2H7N3 000471-29-4 9
5 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 9
Abundance Scan 525 (6.372 min): BG055831.D\data.ms (-519) (-) m/z 42.95 100.00%
5000
‘“ 56.1 100.0 11‘5-0 6.00 6.20 6.40 6.60
Ottt e e e m/z 73.00 85.37%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #15498: 2-Pentanone, 4-methoxy-4-methy!-

5000 L L AL B I IR B

6.00 6.20 6.40 6.60
m/z 41.00 12.38%

150 290 | seo | 10
0 H\‘H‘\\‘\HHHH‘\1\\‘H\‘\“H\‘HH‘\‘\H‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #843: Acetamide, N-methyl-
30.0 43.0 73.0
6.00 6.20 6.40 6.60
5000 58.0 ITI/Z 115.00 10.88%
15.0
0“wm‘w‘ukhu‘ﬂﬁu‘HH,H‘W‘MW‘H‘_‘H_‘H‘H‘W‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8826: Acetamide, N-butyl- AN E e AR maaE
30.0 6.00 6.20 6.40 6.60
m/z 39.00 9.52%
5000
43.0 72.0
115.0
15.0 . 86.0 100.0 A
o) S S 1 e R N S SSNNNNSS N B S——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55831.D

Acq On : 29 Nov 2022 16:42
Operator : CG/JU

Sample : N5796-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.796 10.18 ng 217078 Naphthalene-d8 11.055
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 56
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
Abundance Scan 1278 (10.796 min): BG055831.D\data.ms (-1271) (- | m/z 57.00 100.00%
57.0
5000 /k
—— =
‘ 87.0 1301 10.50 11.00
om_mw‘lm wmlw‘J‘L‘;Mm_m_wwmW m/z 45.00  99.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — e
29.0 10.50 11.00
87.0 m/z 41.00 37.28%
O TTT ‘ \H“\ \“‘h‘\ \Mf \‘H\ ‘:H(‘)?"O‘ ‘ \]_\3‘}2.\0‘\ L ‘ L ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
prospaoy e
10.50 11.00
5000 m/z 56.00 17.53%
29.0
‘ ‘ 87.0
0y b Ul 2070 13201630
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #81995: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- —— L
45.0 10.50 11.00
m/z 75.00  15.90%
5000
89.0
0 26‘\%’ H 690 | | 1190 14401630 A
e LS AL E I S o o e b
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55831.D

Acq On : 29 Nov 2022 16:42
Operator : CG/JU

Sample : N5796-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.446 4.35 ng 156885 Phenanthrene-d10 17.588
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 78
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 56
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53

Abundance Scan 2580 (18.446 min): BG055831.D\data.ms (-2575) (- | m/z 43.00 100.00%

43.0 73.0
192.0
5000

0 ““H“i‘}“\‘u!\\‘

‘ m/z 73.00 98.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0

1710 213.0 256.0 m/z 60.00  93.59%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109279: Tetradecanoic acid
73.0
43.0 e
18.50
5000 129.0 m/z 57.85 79.57%
185.0
228.0
O‘H_duww“
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid T
43.0 73.0 18.50
m/z 41.00 74.11%
5000 129.0
171.0
‘ ‘ 214.0
O‘H_kWJﬂM‘ —
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55831.D

Acq On : 29 Nov 2022 16:42

Operator : CG/JU

Sample : N5796-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

LSCINT.P
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Peak Number

Concentration Rank 4

5 Phenanthrene, 3,6-dimethyl-

R.T EstConc Area Relative to ISTD R.T.
19.375 3.19 ng 115219  Phenanthrene-di0 17.588
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 90
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 64
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 50
4 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 49

5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 49

Abundance Scan 2738 (19.374 min): BG055831.D\data.ms (-2731) (- | m/z 55.00 100.00%
55.0
206.0
5000
— —r
19.00 19.50
0 m/z 206.00 71.62%
miz--> 50 100 150 200 250 300
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
5000 e — el
19.00 19.50
102.0 m/z 41.00  63.55%
\2\7\0\ ‘6§ \()“\ “‘\‘ H‘ T T T T }6\“5\ Hf “ Hh T T T T T T T T
miz--> 50 100 150 200 250 300
Abundance #176229: trans-13-Octadecenoic acid
55.0
— —r
19.00 19.50
5000 m/z 43.00 47 .40%
97.0
2640
ot50 | L[l | 3570 1800 2220 2640
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester — —
55.0 19.00 19.50
m/z 69.00 47.32%
5000
87.0
264.0
e o 70 T
oL “‘ \‘\‘ ‘mh Ll M ‘n\‘m\u‘ A gy j - ‘h“‘ - “‘ : ‘\" — —
m/z--> O 150 200 250 300 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BGO55831.D

Acqg On : 29 Nov 2022 16:42
Operator : CG/JU

Sample : N5796-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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|
2-Pentanone, 4-... 5.273 46.9 ng 681457 1 8.223 290329 20.0
2-Pentanone, 4-... 6.372 2.9 ng 42159 1 8.223 290329 20.0
Ethanol, 2-(2-b... 10.796 10.2 ng 217078 2 11.055 426468 20.0
n-Hexadecanoic ... 18.446 4.3 ng 156885 4 17.588 721753 20.0
Phenanthrene, 3... 19.375 3.2 ng 115219 4 17.588 721753 20.0
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