LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG®56375.D

Acqg On : 20 Jan 2023 20:09
Operator : CG/JU

Sample : 01232-10

Misc :

ALS Vvial : 14 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-BG122722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56375.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.341 343 349 360 rBV 120079 186235 7.41% 1.615%
2 5.829 425 432 440 rBV 486676 824049 32.77% 7.148%
3 7.444 699 707 716 rBV 499074 885949 35.23% 7.685%
4 8.302 847 853 864 rBB 141438 236440 9.40%  2.051%
5 9.477 1046 1053 1064 rVB 299977 534839 21.27% 4.639%

6 11.134 1327 1335 1343 rBV 188075 337371 13.42%  2.926%
7 13.543 1738 1745 1753 rBV 1182507 1803591 71.72% 15.645%
8 14.918 1969 1979 1990 rBV 348738 525006 20.88% 4.554%
9 16.258 2197 2207 2211 rBV 45485 70581 2.81%
10 16.399 2223 2231 2239 rBV 789836 1215605 48.34% 10.544%
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11 17.656 2438 2445 2457 rBV 417331 652855 25.96% 5.663%
12 18.496 2584 2588 2597 rBV 99856 144287 5.74% 1.252%
13 19.401 2738 2742 2745 rBv4 22049 33362 1.33% 0.289%
14 19.648 2780 2784 2787 rBV 41989 48860 1.94% 0.424%
15 19.753 2799 2802 2805 rBv4 23794 30209 1.20% ©0.262%

16 19.889 2821 2825 2831 rBV 154676 180912 7.19% 1.569%
17 20.194 2874 2877 2878 rBV 61676 61275 2.44%  ©.532%
18 20.229 2878 2883 2888 rVB 2014566 2514690 100.00% 21.813%
19 21.528 3101 3104 3114 rVB2 64240 114017 4.53% ©.989%
20 21.945 3170 3175 3181 rVB2 374999 641047 25.49% 5.561%

21 25.388 3755 3761 3772 rVB3 155530 487318 19.38% 4.227%

Sum of corrected areas: 11528498
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG@56375.D

Acq On : 20 Jan 2023 20:09
Operator : CG/JU

Sample : 01232-10

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056375.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG@56375.D

Acq On : 20 Jan 2023 20:09
Operator : CG/JU

Sample : 01232-10

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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.
5.341 15.75 ng 186235 1,4-Dichlorobenzene-d4 8.302

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 35
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 32
4 Guanidine 59 CH5N3 000113-00-8 32
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 23
Abundance Scan 349 (5.341 min): BG056375.D\data.ms (-343) (-) m/z 59.00 100.00%
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Abundance #4625: Butyl aldoxime, 3-methyl-, syn-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG@56375.D

Acq On : 20 Jan 2023 20:09
Operator : CG/JU

Sample : 01232-10

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.258 2.69 ng 70581  Acenaphthene-d1e 14.918
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 91
2 1,1'-Biphenyl, 3,4'-dimethyl- 182 C14H14 007383-90-6 46
3 3,3'-Dimethylbiphenyl 182 C14H14 000612-75-9 43
4 2,4,6-Trimethoxytoluene 182 C10H1403 014107-97-2 43
5 Methyl benzilate 242 C15H1403 000076-89-1 38
Abundance Scan 2207 (16.258 min): BG056375.D\data.ms (-2197) (- | m/z 105.00 100.00%
105.0 182.0
77.0
5000
510 —t P
152.0 16.00 16.50
Otk 1 1260 T ] 2070185 00 91.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — ——t
16.00 16.50
51.0 m/z 77.00 62.28%
O\‘\\\\‘\\‘\\‘\\\H“‘\\\\‘\‘\\\112\6\.\()\‘]\-\5%\‘0‘\\\\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57018: 1,1'-Biphenyl, 3,4'-dimethyl-
182.0
—— ey
16.00 16.50
5000 m/z 181.00 15.98%
O e T T e e R mma
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57002: 3,3'-Dimethylbiphenyl — —
182.0 16.00 16.50
m/z 51.00 15.25%
5000
152.
. 0 o 90 150 O, |
e A B e R — —
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG@56375.D

Acq On : 20 Jan 2023 20:09
Operator : CG/JU

Sample : 01232-10

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.496 4.42 ng 144287  Phenanthrene-di0 17.656
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2588 (18.496 min): BG056375.D\data.ms (-2584) (- | m/z 72.95 100.00%
73.0

n

5000
oL
18.50
0 m/z 60.00 50.51%
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 U
18.50
1710 213.0 256.0 m/z 213.10 45.53%
O' ‘\“h““ 1‘““\“} \““\ \‘ \‘\ “ \‘\ ‘\ T “\ LI ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
18.50
5000 m/z 71.10 40.32%
129.0
29. 185.0 228.0
0 m‘u“h‘ u‘“‘“ {M‘\‘H} ‘\ I m‘\ “\‘ \‘ — ‘\‘ e
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Abundance #126203: Pentadecanoic acid —
73.0 18.50
m/z 128.95 39.42%
5000 129.0
29.
199.0 242.0
0 “\\hU\ H;N‘\‘M “‘\“‘ “ }‘\‘ ‘\‘ . L LA e o
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG@56375.D

Acq On : 20 Jan 2023 20:09
Operator : CG/JU

Sample : 01232-10

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 Butyl citrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.889 5.64 ng 180912  Chrysene-d12 21.945
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 91
2 Tributyl acetylcitrate 402 C20H3408 000077-90-7 78
3 Adipic acid, butyl 2-methylpent-... 286 C16H3004 1010353-55-8 64
4 Adipic acid, butyl 2-decyl ester 342 (C20H3804 1000353-59-7 64
5 Adipic acid, isobutyl 2-octyl ester 314 C18H3404 1000324-44-5 50
Abundance Scan 2825 (19.889 min): BG056375.D\data.ms (-2821) (- | m/z 185.00 100.00%
185.0
5000 129.0 ﬁ
57.0 259.1 19.50 20.00
Ol e L2208 | 81823850 0159 06 51.56%
m/z--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0
5000
19.50 20.00
41.0 259.0 m/z 259.05 11.63%
‘ \‘\ \“ L [ I 361.!
O\\\‘\\\\ \\‘\\\\‘\\\\’\\\\‘\\\\‘\\
miz--> 100 150 200 250 300 350
Abundance #303462: Tributyl acetylcitrate
185.0
s -
19.50 20.00
43.0 129.0 .
5000 259.0 m/z 186.00 10.15%
‘ ‘ ‘ 329.0
ol b B0 L L b T
m/z--> 50 lOO 150 200 250 300 350
Abundance  #181417: Adipic acid, butyl 2-methylpent-3-yl ester
129.0 185.0 19.50 20.00
m/z 110.90 8.66%
h w
owwhw‘m‘m A R S e ——
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG@56375.D

Acq On : 20 Jan 2023 20:09

Operator : CG/JU

Sample : 01232-10

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 5 11-Methyldodecanol Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
21.528 3.56 ng 114017  Chrysene-d12 21.945
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11-Methyldodecanol 200 C13H280 085763-57-1 74
2 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35C1303 1000314-56-2 72
3 Cyclotetracosane 336 C24H48 000297-03-0 64
4 Cyclopentadecane 210 C15H3e 000295-48-7 59
5 n-Pentadecanol 228 C15H320 000629-76-5 58

Abundance Scan 3104 (21.528 min): BG056375.D\data.ms (-3101) (- | m/z 83.00 100.00%
5000 xmmeva%]\wawmmmwm
208.0 2150 |
| \} W 296134904023 506. 21.50
0 J‘\‘H‘H by ‘ll\‘miwm\n‘l\ \m\ NN .‘H‘n‘\ , ‘l }H‘N‘\mium\ e m/z 97.00 81.09%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #76028: 11-Methyldodecano
69.0
5000 — :
21.50
m/z 69.00 71.88%
O \\‘\“‘““N“\"H‘}F\m\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #311137: Carbonic acid, hexadecyl 2,2,2-trichloroethyl es
83.0
T \
21.50
5000 m/z 71.00 52.05%
’ ‘H l‘ 0.0196.0
0 M m I
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #244233: Cyclotetracosane T ‘
83.0 21.50
m/z 111.10 47.16%
5000 336.0
29. 139.0
1L ﬁ 1950 2790 |
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012023\
Data File : BG®56375.D

Acqg On : 20 Jan 2023 20:09
Operator : CG/JU

Sample : 01232-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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-... 5.341 15.8 ng 186235 1 8.302 236440 20.0
Benzophenone 16.258 2.7 ng 70581 3 14.918 525006 20.0
n-Hexadecanoic ... 18.496 4.4 ng 144287 4 17.656 652855 20.0
Butyl citrate 19.889 5.6 ng 180912 5 21.945 641047 20.0
11-Methyldodecanol 21.528 3.6 ng 114017 5 21.945 641047 20.0
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